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Abstract: This work introduces a new methodology, which generalizes the extant second-order
adjoint sensitivity analysis methodology for computing sensitivities of model responses to primary
model parameters. This new methodology enables the computation, with unparalleled efficiency,
of second-order sensitivities of responses to functions of uncertain model parameters, including
uncertain boundaries and internal interfaces, for linear and/or nonlinear models. Such functions
of primary model parameters customarily describe characteristic “features” of the system under
consideration, including correlations modeling material properties, flow regimes, etc. The number of
such “feature” functions is considerably smaller than the total number of primary model parameters.
By enabling the computations of exact expressions of second-order sensitivities of model responses
to model “features”, the number of required large-scale adjoint computations is greatly reduced.
As shown in this work, obtaining the first- and second-order sensitivities to the primary model
parameters from the corresponding response sensitivities to the feature functions can be performed
analytically, thereby involving just the respective function/feature of parameters rather than the
entire model. By replacing large-scale computations involving the model with relatively trivial
computations involving just the feature functions, this new second-order adjoint sensitivity analysis
methodology reaches unsurpassed efficiency. The applicability and unparalleled efficiency of this
“2nd-Order Function/Feature Adjoint Sensitivity Analysis Methodology” (2nd-FASAM) is illustrated
using a paradigm particle transport model that involves feature functions of many parameters, while
admitting closed-form analytic solutions. Ongoing work will generalize the mathematical framework
of the 2nd-FASAM to enable the computation of arbitrarily high-order sensitivities of model responses
to functions/features of model parameters.

Keywords: high-order sensitivity analysis; adjoint operators; sensitivity of model responses to
functions/features of model parameters; particle transmission and shielding

1. Introduction

The accompanying Part I [1] has reviewed the need for computing high-order sen-
sitivities and has highlighted their subsequent uses for performing sensitivity analyses
of model responses to model parameters, quantification of uncertainties induced in re-
sponses by uncertainties in parameters, and their essential contributions to high-order
predictive modeling—which combines computational with experimental information to
obtain best-estimate predicted responses and calibrated model parameters with reduced
predicted uncertainties.

For large-scale models involving many parameters, even the first-order sensitivities are
computationally very expensive to determine accurately by conventional methods. Further-
more, the “curse of dimensionality” [2] prohibits the accurate computation of higher-order
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sensitivities by conventional methods. Cacuci [3] has developed the “nth-Order Compre-
hensive Adjoint Sensitivity Analysis Methodology for Response-Coupled Forward / Adjoint
Linear Systems” (abbreviated as “nth-CASAM-L"), which overcomes the curse of dimen-
sionality in sensitivity analysis for such systems. The “nth-CASAM-L” methodology was
developed specifically for linear systems because the most important model responses pro-
duced by such systems are various Lagrangian functionals which depend simultaneously
on both the forward and adjoint state functions governing the respective linear system.
Since nonlinear operators do not admit adjoint operators, responses that simultaneously de-
pend on both the forward and the adjoint state functions can occur only for linear systems.
Cacuci [4] has also extended his original work [5,6] on nonlinear systems by developing
the “nth-Order Comprehensive Adjoint Sensitivity Analysis Methodology for Nonlinear
Systems” (abbreviated as: nth-CASAM-N). Just like the nth-CASAM-L [3], the nth-CASAM-
N [4] is formulated in linearly increasing higher-dimensional Hilbert spaces (as opposed
to exponentially increasing parameter-dimensional spaces), thus overcoming the curse of
dimensionality in sensitivity analyses of nonlinear systems. The nth-CASAM-L and the
nth-CASAM-N methodologies enable the most efficient computation of exactly-determined
expressions of arbitrarily high-order sensitivities of generic linear and/or nonlinear system
responses with respect to model parameters, uncertain boundaries, and uncertain internal
interfaces in the model’s phase-space. Additional details regarding applications of these
high-order sensitivity analysis methodologies are provided in [7,8].

The nth-CASAM-L and the nth-CASAM-N methodologies compute the sensitivities of
model responses directly with respect to the model’s primary parameters. However, many
models comprise not just disparate primary model parameters but also functions of such
primary model parameters. Such functions customarily appear in models in the form of
correlations that describe “features” of the system under consideration, such as material
properties, flow regimes, etc. Usually, the number of such “feature” functions is consider-
ably smaller than the total number of model parameters. For example, the numerical model
of the OECD/NEA reactor physics benchmark analyzed in [9] comprises 21,976 uncertain
primary model parameters. However, in the large-scale numerical computation which
solves the Boltzmann neutron transport equation to compute the neutron flux distribution
within this benchmark, the computational model [9] does not use the primary parameters
directly, but uses various functions of these parameters. High-order sensitivity analyses
and uncertainty quantification investigations [9] have shown that the most important of
these functions are the 180 group-averaged total macroscopic cross sections, which are
functions/features of the microscopic cross sections and isotopic number densities, which
in turn are uncertain primary model parameters. However, a methodology for computing
exact expressions of response sensitivities to functions/features of the primary model
parameters is not yet available. It is the purpose of this work to introduce, for the first time,
such a methodology, which enables the most efficient computation of exactly obtained
expressions of sensitivities of model responses to functions/features of model parameters.
This methodology will be called the “High-Order Functions/Features Adjoint Sensitivity
Analysis Methodology” (nth-FASAM).

This work is structured as follows: Section 2 presents the general mathematical model-
ing of a generic nonlinear system comprising functions/features of uncertain parameters
and boundaries. Section 3 introduces the mathematical framework of the “First-Order
Function/Feature Adjoint Sensitivity Analysis Methodology” (1st-FASAM). Section 4 il-
lustrates the application of the 1st-FASAM to determine the first-order sensitivities of a
“dosimetry” detector response for a paradigm model of particle (neutrons and/or gamma
rays) transport through a shielding material. This benchmark is representative of large-scale
computations, such as those performed for the OECD/NEA reactor physics benchmark
mentioned above. This paradigm particle transport model admits closed-form analytical
solutions for the sensitivities of the model’s response with respect to the model’s “fea-
ture” functions, thereby highlighting the efficiency of the 1st-FASAM in obtaining exact
expressions for these sensitivities and computing the respective expressions most efficiently.
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Comparisons with the 1st-CASAM [7] are also provided, illustrating the transition from
the 1st-FASAM (which provides exact sensitivities to functions/features of parameters)
to the connection with the 1st-CASAM (which provides responses sensitivities directly
with respect to the primary parameters). Section 5 introduces the mathematical frame-
work of the “Second-Order Function/Feature Adjoint Sensitivity Analysis Methodology”
(2nd-FASAM). It is shown that the 2nd-FASAM solves the same 2nd-Level adjoint Sen-
sitivity System (2nd-LASS) as the 2nd-CASAM, but there are only as many (large-scale)
adjoint computations as there are “features”, as opposed to as many adjoint computations
as there are primary parameters, which is the case for the 2nd-CASAM. Thus, there are
considerably fewer large-scale computations within the framework of the 2nd-FASAM,
since the transition from the sensitivities with respect to feature functions to the sensitivi-
ties with respect to the model’s primary parameters necessitates just trivial (as opposed
to large-scale) computations. Section 6 illustrates the application of the 2nd-FASAM for
computing the second-order sensitivities for the dosimetry-response of the same paradigm
particle transport model as was analyzed in Section 4, confirming the unmatched efficiency
of the 2nd-FASAM for computing exact expressions of second-order sensitivities of model
responses to both functions of parameters and to the primary parameters themselves. The
discussion presented in Section 7 concludes this work, noting that ongoing research aims
at developing the general framework (n"-FASAM) for computing arbitrarily high-order
sensitivities of responses to functions/features of parameters, which will thus provide the
most efficient methodology for computing exact response sensitivities to model parameters.

2. Modeling of a Generic Nonlinear System Comprising Functions (“Features”) of
Uncertain Parameters and Boundaries

The mathematical model that underlies the numerical evaluation of a process and/or
state of a physical system comprises equations that relate the system’s independent vari-
ables and parameters to the system’s state/dependent variables. These coupled equations,
which are in general nonlinear, can be represented generically in operator form as follows:

N[u(x);x g(a)] = Q[x; g(«)] , x € Qx(x); 1
Blu(x);g(a); AMa); w(a)] = Clg(a); Aa); w(a)], x € I [AMa);w(x)].  (2)

The results computed using a mathematical model are customarily called “model
responses” (or “system responses” or “objective functions” or “indices of performance”).
As has been discussed in [7,8], all responses can be fundamentally analyzed in terms of the
following generic integral representation:

wi(e)  wrr(ex)
RJu(x); f(o)] 2 / / Su(x); g(o); h(ex); x|dx . . . dxy, 3)
A () Ar(e)

where S[u(x); g(«); h(x); x| is a suitably differentiable nonlinear function of u(x) and of «.

Without loss of generality, the quantities which appear in Equations (1)—-(3) can be
considered to be real-valued, and have the following meanings:

1. Matrices are denoted using capital bold letters while vectors will be denoted using
either capital or lower-case bold letters. The symbol “£” will be used to denote “is defined
as” or “is by definition equal to.” Transposition will be indicated by a dagger (1) superscript.
The equalities in this work are considered to hold in the weak (“distributional”) sense. Both
sides of Equations (1)—(3), respectively, may contain “generalized functions/functionals”,
particularly Dirac-distributions and derivatives thereof.

2. The TP-dimensional column-vector « 2 (ay,...,arp)" € RTP represents the
“vector of primary model parameters” and has components denoted as a7, ..., a7p, where
TP denotes the “total number of parameters” involved in the model under consideration.
These model parameters usually stem from processes that are external to the system under
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consideration and are seldom, if ever, known precisely. The known characteristics of the
model parameters usually include their nominal (expected /mean) values and, possibly,
higher-order moments or cumulants (i.e., variance/covariances, skewness, kurtosis), which
are usually determined from experimental data and/or processes external to the physical
system under consideration. Occasionally, just the lower and the upper bounds may be
known for some model parameters, expressed by inequality and/or equality constraints
that delimit the ranges of the system’s parameters which are known. Without loss of
generality, the imprecisely known model parameters can be considered to be real-valued
scalar quantities. It is important to note that the components of the vector « include
not only parameters that appear in Equations (1) and (2), but also include parameters
that may specifically occur only in the definition of the model’s response provided in

Equation (3). The nominal parameter values will be denoted as a® £ [ad,...,a?,...,a%,] t,

the superscript “0” will be used throughout this monograph to denote “nominal values”.

3. The TI-dimensional column vector x £ (x1,...,xT 1)+ € RT! comprises the model’s
independent variables, denoted as x;, i = 1, ..., TI; the sub/superscript “TI” denotes the
“total number of independent variables”. The vector x € R'! is considered to be defined on
a phase-space domain denoted as Qy(x) £ {A;(«) < x; < w;i(a); i =1,...,TI}, includ-
ing the particular cases when A; () = —oo, w;(a) = oo for some independent variables
x;, i=1,...,TI. The domain boundary 90, [A(«); w(a)] £ {Aj(&) U wi(x), i =1,...,TI}
of O, [f()] is defined to comprise the set of all of the endpoints A;(«x), wi(«), i=1,...,TL
For subsequent mathematical developments, it is convenient to consider that the endpoints
Ai(«), wi(x), i=1,...,TIare components of column-vectors A(«) £ [A1(x), ..., Arp()]’
and w (&) £ [wy(w),...,wri(«)]", respectively These endpoints depend on the physical
system’s geometrical dimensions, which may be imprecisely known because of manufactur-
ing tolerances, and are considered therefore to be components of the vector
a = (ay,..., arp)’ € RTP of primary model parameters. Furthermore, the boundary-
endpoints A;(«), w;i(«), i =1,...,TI may also depend on the parameters that define the
material properties of the respective medium. For example, in models based on diffu-
sion theory, the boundary conditions for materials facing air/vacuum are imposed on a
physics-based mathematical construct called the “extrapolated boundary” of the respective
spatial domain. The “extrapolated boundary” depends both on the imprecisely known
physical dimensions of the system’s materials and also on the materials” properties, such as
atomic number densities and microscopic transport cross sections. Therefore, the bound-
ary end-points can be considered, in general, to be functions of (some of) the primary
model parameters.

4. The TD-dimensional column vector u(x) 2 [u(x),...,urp(x)]" comprises the
model’s dependent variables (also called “state functions”) u;(x), i = 1,..., TD; the abbre-
viation “TD” denotes “total number of dependent variables”.

5. The vector g(a) = [¢1(x),...,grc(e)] is a TG-dimensional vector having com-
ponents gi(e), i = 1,...,TF, which are real-valued functions of (some of) the primary
model parameters & € RT". Such functions customarily appear in models in the form
of correlations that describe “features” of the system under consideration, such as mate-
rial properties, flow regimes, etc. Usually, the number of functions g;( ) is considerably
smaller than the total number of model parameters, i.e., TG < TP. For example, the
numerical model [9] of the OECD/NEA reactor physics benchmark comprises 21,976 uncer-
tain primary model parameters (including microscopic cross sections and isotopic number
densities) but the neutron transport equation, which is solved to determine the neutron flux
distribution within the benchmark, does not use these parameters directly but instead uses
“group-averaged macroscopic cross sections”, which are functions/features of the micro-
scopic cross sections and isotopic number densities (which in turn are uncertain quantities
that would be components of the vector of primary model parameters). In particular, a
component g;(a) may simply be one of the primary model parameters «;, i.e., gj(e) = a;.
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6. The TD-dimensional column vector N[u(x); x;g(«)] 2 (Ny,...,Nrp)' comprises
components N;[u(x);x;g(«)], i = 1,..., TD, which are operators (including differential,
difference, integral, distributions, and/or finite or infinite matrices) acting nonlinearly (in
general) on the dependent variables u(x), the independent variables x and on the functions
g(«) of model parameters «.

7. The TD-dimensional column vector Q[u(x); x;g(«)] £ (q1,...,q7p)", having com-
ponents g;[u(x);x;g(x)], i = 1,...,TD, denotes inhomogeneous source terms, which
usually depend nonlinearly on the uncertain parameters «.

8. The components of B[u(x); g(«); x| are nonlinear operators, while the components of
C[x, g(«)] represent inhomogeneous boundary sources, all defined on the boundary 0Q),.

9. The integral representation of the response provided in Equation (3) can represent

“averaged” as well as “point-valued” quantities in the phase-space of independent variables.

For example, if R[u(x); f(«)] represents the computation or the measurement (which would
be a “detector-response”) of a quantity of interest at a point x; in the phase-space of
independent variables, then S[u(x); g(«); h(x); x| would contain a Dirac-delta functional of
the form 6(x — x,;). Responses that represent “differentials/derivatives of quantities” would
contain derivatives of Dirac-delta functionals in the definition of S[u(x); g(«); h(«x);x].
The vector h(o) £ [hy(«),. .., hrg(«)], having components &;(«), i = 1,..., TH, which
appears among the arguments of the function S[u(x); g(«); h(«); x|, represents functions
of primary parameters that often appear solely in the definition of the response but do
not appear in the mathematical definition of the model, i.e., in Equations (1) and (2). The
quantity TH denotes the total number of such functions which appear exclusively in the
definition of the model’s response. Evidently, the response will depend directly and/or
indirectly (through the “feature”-functions) on all of the primary model parameters. This
fact has been indicated in Equation (3) by using the vector-valued function f(«) as an
argument in the definition of the response R[u(x); f( )] to represent the concatenation of
all of the “features” of the model and response under consideration. The vector f(«x) is thus
defined as follows:

f(x) £ [g(a);h(a); A(a); w(e)]" 2 [fi(«),..., frr(a)]’; TF2TG+TH+2TL (4)

Solving Equations (1) and (2) at the nominal parameter values, ol 2 [a(l), e, oc?, el oc(%P] +,
provides the “nominal solution” u’(x), ie., the vectors u’(x) and o satisfy the

following equations:
N{u%x);g(o&o)} = Q[x,g(cxoﬂ , X € Ox(x), (5)
B[uo(x);g<oc0>; A(ao>;w(a0>] = C[g(ao);h<ao>;w(a0>], X € 00y [A(a0>;w<cx0)] 6)

Using the nominal parameter values o’ together with the “nominal solution” u%(x) in
Equation (3) yields the nominal value of the response, namely:

wi (o) wrr(a)
ROéR{uO(x);f(ao)}é / / S[uo(x);g(oc(]);h(oc());x}dxl...deI. (7)

A (af) Arp(af)

In view of Equation (7), model responses Ry [f(«)], k =1, ..., TR, where TR denotes
the “total number of responses”, can be considered to depend directly on the functions f( ),
and would therefore admit a Taylor-series expansion around the nominal value f* £ (o),
having the following form:

TF TF TF (52
Ri[f(x)] = Rk<f0) +Y {algg(f) }fo(;fjl 1 -y ¥ {gffgf] } Sfpofi, +... (8)

h=1 J =1j=
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where §f; £ [f](cx) —f]Q]; f]Q £ fi(«%); j =1,...,TF. The “sensitivities of the model
response with respect to the (feature) functions” are naturally defined as being the functional
derivatives of Ry[f(ox)] with respect to the components (“features”) f;(cx) of (o). Since
TF < TP, the computations of the functional derivatives of Ri[f(x)] with respect to
the functions f;(«), which appear in Equation (8), will be considerably less expensive
computationally than the computation of the functional derivatives involved in the Taylor-
series of the response with respect to the model parameters. The functional derivatives of the
response with respect to the parameters can be obtained from the functional derivatives of
the response with respect to the “feature” functions f;( o) by simply using the chain rule, i.e.:

ORy (o) I oRri(f) ofi () | [ 9?Re(xx) 0 L foRr(f) ofi () |
{ alth }0‘0 N Z { 8;{21 81le }cx { atxj]kazsz }cxo - on; Z{ 8;1»1 th]-] }0‘0/ (9)

’
i1=1 0 J2i1=1

and so on. The evaluation/computation of the functional derivatives df; («)/du;,,
9*fi, () /0w 7,00, etc., does not require computations involving the model, and is therefore
trivial by comparison to the evaluation of the functional derivatives (“sensitivities”) of the
response with respect to either the functions (“features”) f;(«) or the model parameters
aj, i=1,...,TP.

The range of validity of the Taylor-series shown in Equation (8) is defined by its
radius of convergence. The accuracy—as opposed to the “validity”—of the Taylor-series
in predicting the value of the response at an arbitrary point in the phase-space of model
parameters depends on the order of sensitivities retained in the Taylor-expansion: the
higher the respective order, the more accurate the respective response value predicted by
the Taylor-series. In the particular cases when the response happens to be a polynomial
function of the “feature” functions f;(e), the Taylor series is actually exact.

In turn, the functions f;(«) can also be formally expanded in a multivariate Taylor-
series around the nominal (mean) parameter values o, namely:

TP TP TP [
file) = fi(a®) + ¥ {W} dujy +3 X % {aaafg;")} ouj, ou,
j1=1 n o0 i1=1j=1 Nt o0
L TP TP TP { (o) } (10)
ta L XX\ aw w0, (%0000 e

A=1j2=1j3=1 NIRRT o0

The domain of validity of the Taylor-series in Equation (10) is defined by its own
radius of convergence.

In practice, the model parameters are not known exactly. Even though these parame-
ters are not bona fide random quantities, they are formally considered to be variates that
obey a multivariate probability distribution function, denoted as p, (), which is usually
unknown. The various moments of p, () are defined in a standard manner by using the
following formal definition for the “expected (or mean) value” of a function, u(«), of the
parameters &, which is defined over the domain of definition of p,():

Elu(@)] 2 [ u(@)pa(o)dor (11)

In particular, the vector of expected values (denoted as oc?) of the model parameters «;
is defined as follows:

+
0a (.0 0 02 s
o —(ucl,...,ocTP) , ocj—E(oc]-),]—l,...,TP. (12)
The covariances, cov (Déi, aj), between two parameters, «; and « js are defined as follows:

cov(al-,zx]-) = E((Szxiéoc]-) £ pijoio, i,j=1,...,TP. (13)
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In Equation (13), the quantities 0; and ¢ denote the standard deviations of «; and «;,
respectively, while p;; denotes the correlation between the respective parameters.
The third-order correlation, ¢}, ;,;,, among three parameters is defined as follows:

t = E(0wj, 60;,00),); ji,josj3=1,...,TP. (14)

7172391191293
The fourth-order correlation g;, ,i,;, among four parameters is defined as follows:
Tivjajsjs T3 O1n 0305y = E(0wj, 60, 00j,605,); ja,josjasja=1,..., TP. (15)

In terms of the moments of the parameter distribution, the moments of the distribution

of the function f;(«) in the phase-space of model parameters are obtained by using the

Taylor-series provided in Equation (10) in conjunction with the definitions provided in
Equations (12)—(15) to obtain the following expressions:

(i) The mean (or expected value) of f;(x):

) e
E[fi(“)]:fi( )+ Y X uj, 0w, P1j2951 %
o0

h=1p=1
TP TP TP 93fv(oc) (16)
+3' L X X wj, O, 0a; t]1]2]30}1‘7]2‘7]3 o
h=1j2=1j3=1 2B ) 0
(i) the covariance cov(fy, f;) of two functions fi () and f(ex):
TP TP
9f(ex) 9fy
cov(fk, fr) Z Z f ) 9ful=) Pirj, 71 Tjp + - - - (17)
on; 0
]1 1]2 1 ]2 0

Higher-order moments of the distribution of f(«) in terms of the moments of the
distribution of the model parameters « are obtained similarly.

In terms of the moments of the distribution of f(«), the distribution of the responses
Ri[f(x)] is obtained by using the Taylor-series shown in Equation (8). Thus, in terms of the
moments of the distribution of f(«), the expectation value E[Ry(f)] of Rx[f(«)] will have
the following expression:

TF TF 2
E[R(£)] = Rk(f0)+12 Z{gffgé} cov(fi, fiy) + - (18)

h=1j
The covariance cov[R(f), Ry(f)] of two responses Ry[f(«)] and Ry(f) will have the
following expression:

TP TP
cov|[Rk(f) Z Z {8521 al;;;]i ) }O‘OCOV(fjl’ij) +... (19)

h=1lj=
3. Introducing the 1st-FASAM: First-Order Function/Feature Adjoint Sensitivity
Analysis Methodology

The “First-Order Function/Feature Adjoint Sensitivity Analysis Methodology” (1st-
FASAM), which will be developed in this section, will enable the most efficient computation
of model response sensitivities to the components of the “features” function f( ) of model
parameters. The nominal (or mean) parameter values, !, are considered to be known,
but these values will differ from the true values &, which are unknown, by variations
Ja = (day,. ..,504Tp)+, where du; £ w; — a?. The parameter variations da will induce
variations 6f() 2 [6f1(x),...,éfrr(x)]" in the vector-valued function f(a) and will also
induce variations v(!) (x) £ [5u;(x), ..., surp(x)]" around the nominal solution u®(x) in the
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SR [uO(x);fo(a);vﬂ)(x);(Sf(a)} A {dR {u(x);f(oc);éf}}

!

&=

forward state functions, since the forward state functions u(x) are related to f(«x) through
Equations (1) and (2). In turn, the variations 6f(ct) and v(1)(x) will induce variations

OR {uo(x); (), v (x); (Sf(oc)} in the system’s response R[u(x); f()].
Mathematically, the quantity 6R [uo (x); £2(); v\ (x); (5f(oc)} is the first-order Gateaux
(G)-variation of the response R[u(x); f(«)], induced by arbitrary variations {v(l) (x); 5f(o¢)}

in a neighborhood around the nominal functions and parameter values [uo (x); £ (a)} ,and

is defined as follows:
d

SR {uo(x),'fo(cx);v(l)(x);éf((x)} = {dsR[uO +evl; £ 4 8((5f)} } , (20)
e=0

where ¢ is a scalar quantity. The G-variation 6R [uo (x); £(x); v (x); 5f(oc)} is an operator
defined on the same domain as R[u(x); f(«)] and has the same range as R[u(x); f(«)]. The

existence of the G-variation R {uo(x) 0 (00); v (x); (Sf(oc)} does not guarantee its numerical
computability. Numerical methods most often require that 6R {uo(x) 0 (); v (x); (Sf(cx)}

be linear in {v(l)(x);éf((x)} in a neighborhood [uo +ev(l); £ —I—s(&f)} around {uo(x);fo(oc)},
thereby admitting a total first-order G-derivative, which will be denoted as

dR {uo (x); £2(ex); vV (x); (5f((x)} . The necessary and sufficient conditions for a nonlinear op-
erator R[u(x); f(«)] to admit a total G-differential in a neighborhood {uo +evl); 0 4 s(éf)}

around [uo(x) ;fo(oc)} are as follows:

(i) Rlu(x); ()] satisfies a weak Lipschitz condition at {uo(x); fO(cx)} , namely:

HR {uo + ev(l);fO + 8(5f)} — R(uo;fo) H < kHe(uO; fo)

, k< oo. (21
(i) Rlu(x); f(e)] satisfies the following condition for a scalar € and vectors vy, f;:

R{u® +evV) + evy; £ 4 e(of) + sfz} —-R {uo +evl); £0 4 s(5f)}

—R[uo—o—svz;fo—i—sfz} —i—R(uO;fo) =o(e) . 22

In practice, the relations provided in Equations (21) and (22) are seldom used directly,
since the computation of the expression on the right-hand side of Equation (20) reveals
immediately if the respective expression is linear (or not) in the vectors v{!) (x) and/or 6f(x).

Numerical methods (e.g., Newton’s method and variants thereof) for solving
Equations (1) and (2) also require the existence of the first-order G-derivatives of the orig-
inal model equations. Therefore, the conditions provided in Equations (21) and (22) are
henceforth considered to be satisfied by the model responses and also by the operators
underlying the physical system modeled by Equations (1)-(3), which implies that all of the
operators/functions considered in this work admit G-derivatives.

When the 1st-order G-variation 6R {uo (x); 2 (); v\ (x); (5f(oc)} satisfies the conditions
provided in (21) and (22), it can be written as follows:

I {dR [u(x);f(“);"(l)(x)] }

dir ind
wi(a)+e(dwy)  wri(&®)+e(bwrs) 23
J S[u0+£v(1),g0+s(5g);ho+s(5h);x}dx1...dxn @)
M(a®)+e(6A1)  Arp(e®)+e(dAry) e=0
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In Equation (23), the “direct-effect” term {dR[u(x); f(«); 6f] } ;;, comprises only depen-
dencies on 6f(«) and is defined as follows:

{dR[ucx);g0f]} 2 {aRé‘f”f)}aoéf sy {RO[jyutfe)]} ofy @)

=1

where:

TE 5 TG TH TI T
Eyﬁ_zJAM_Z§L%+ZgEM+ZgTM+Zg] wi, (25

For j1 =1,...,TG:
[ROj1;u(x); £(e0)]}

lI>

i

wi () wry ()
dS(u;g;h . (26)
dir { f f (ag:?’)dxl...dxﬂ} O(Sgi,
o

M(a)  Ar(x)

For jj =TG+1,..., TG+ TH: {R(l)[/l?“(x); (« )]}dzr i

wi(e)  wri(e) . (27)
é{ [ ... %gmmynmn} Shy, where i = j; — TG;
M) Ar(x) o0
For ji=TG+TH+1,...,TG+TH+TI:  {RW[ji;u(x);f(« )}}d 5fi
1T
N w1 Wi+t wr 28
£< [dx; .. [ dxiy [ dxiyq... [ dxrSlu(x; . wi(e),. xN,); g h] Swi(a), (28)
M /\z 1 A4 AT 0
where i = j; — TG —TH;
Forji=TG+TH+TI+1,...,TG+ TH+2TI : {Rﬂ)[jl;u(x);f(a)}}d 5f; 2
wq Wi Wit+1 w1 "
— fdxl... f dxl-,l f dx,-H... f de[S[u(Jq ,.,/\i(oc),.,xNx);g;h} (5/\1‘, (29)
A Aiq M1 Atr 0

where i =j; — TG —TH —TI.

The notation on the left-hand side of Equation (25) represents an inner product between
two vectors (so it comprises an implied multiplication of a vector with a transposed vector),
but the “dagger” (1) which indicates “transposition” has been omitted, in order to keep the
notation as simple as possible. “Daggers” indicating transposition will also be omitted in
other inner products, whenever possible, while avoiding ambiguities.

The direct-effect term can be computed after having solved Equations (1) and (2)
to obtain the nominal values, uO(x), of the dependent variables. On the other hand, the

quantity {dR [u(x) (o), vl (x)} } ; defined in Equation (23) comprises only variations
m
in the state functions—and is therefore called the “indirect-effect term”—and is defined

as follows:
w1 () wr ()
{dR {u(x);f(oc);v(l)(x)} } ; = / dxq... / dXTI%V(1)<X) ,  (30)
A(a) Ari(«) o0
where

T (x) & ) 311, oui(x). (31)

The “indirect-effect” term induces variations in the response through the variations
in the state functions, which are, in turn, caused by the parameter variations through
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the equations underlying the model. The indirect-effect term can be quantified only after
having determined the variations v(!) (x) in terms of the variations dg, A, and dw.

The first-order relationship between the vectors v(!) (x) and the variations dg, A, and
dw is determined by solving the equations obtained by applying the definition of the
G-differential to Equations (1) and (2), which yields the following equations:

et os(e) el = {gzalrs() retmly 03
{%B {uo +evl(x);g(a®) +¢(0g); A(a®) +e(oA); w () + e(&w)} }820 )
—{£Cl8(a”) +e(0g); M) +e(6M); w (o) +e(6w)] }e:o —0,

Carrying out the differentiations with respect to ¢ in Equations (32) and (33), and
setting ¢ = 0 in the resulting expressions yields the following equations:

(N} | = {ay (weog)} , xe 0y (34)
{b%}) (u; A w;v(l) ;08 (57\;5(1)) }“0 =0, x € 0Q),. (35)

In Equations (34) and (35), the superscript “(1)” indicates “1st-Level” and the various
quantities which appear in these equations are defined as follows:

IN(u;g) | » JIN;
D(yg-o) 2 I NS L & J90N .
N (u/g) - { au } - {aM] } 7 (36)
TDxTD
9[Q(g) — N(u; e .
ay (u; g 0g) 2 Q) e (wg)] g = Zs(v”(h;u;g)&gjl; (37)
=1

{bg}) (u; g A w;vlD; 5g; oA 5w> }ao = {L(“"ag?””) }“ov“) + { a[B(“"g"A"“’a;C(g;A;w)] g
(38)

[B(wgA;w)—C(gA;w) I[B(wgA;w)—C(gA;w
4 9B(ug a)x (BAW)] 55 4 IBug azu 8 )]5w}a0.

The system of equations comprising Equations (34) and (35) is called the “1st-Level
Variational Sensitivity System” (1st-LVSS). The solution, v(D) (x), of the 1st-LVSS will be
a function of the variations dg, /A, and dw. Hence, when the function v(l)(x) is intro-
duced into the expression of the indirect-effect term defined in Equation (30), it will
introduce dependencies of the response sensitivities on ég, JA, and dw, which will be in
addition to the dependencies displayed by the direct-effect term defined in Equation (24).
As Equations (34) and (35) indicate, every parameter variation (50%, j1=1,...,TP, will
induce, directly or indirectly, a variations in the model’s state variables. In principle, there-
fore, for every parameter variation éa; , j1 = 1,..., TP, there would be a corresponding

solution v(V (ji;x), j1 = 1,..., TP, of the 1st-LVSS. Thus, if the effect of every parameter
variation were of interest, then the 1st-LVSS would need to be solved TP times, with distinct
right-hand sides and boundary conditions for each parameter variation da;,, which would
require at least TP large-scale computations. If only variations induced by the functions
6g, 0A, and/or dw were of interest, then fewer than TP large-scale computations would
be required.

However, solving the 1st-LVSS can be avoided altogether by using the ideas underlying
the “adjoint sensitivity analysis methodology” as originally conceived by Cacuci [5,6]
and subsequently generalized by Cacuci [7,8] to enable the computation of arbitrarily
high-order response sensitivities to model parameters. Thus, the need for computing the
vectors vV (j;x), j1 = 1,..., TP is eliminated by expressing the indirect-effect term defined
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in Equation (30) in terms of the solutions of the “1st-Level Adjoint Sensitivity System”
(1st-LASS), which is constructed by introducing a (real) Hilbert space denoted as H; (Qy),
endowed with an inner product of two vectors w(!) (x) € H; and w(® (x) € H; which is

denoted as <w(1), w(?) >1 and defined as follows:

wi(a)  wr(e)

<w(l),w(2)> = / / {w(l)(x)ow(z)(x)}dxl...deI . (39)

1
M(e)  Arg(e) o0

In Equation (39), the “dagger” (1), which indicates “transposition,” has been omitted
TD
to simplify the notation for the scalar product w(!) (x)ew())(x) £ ¥ wl(l) (x)wl.(z) (x).
i=1
The 1st-LASS is now constructed by considering a vector a(!) (x) € Hy, which is an
element in H; (Q)y) but is otherwise arbitrary at this stage, and by using Equation (39)

to form the inner product of a(x) € H; with the relation provided in Equation (34)
to obtain:

{<a(1), N(l)(“?g)"(l)>1}ao _ {<a(1), 0 (ug 5g)>l}a0’ x € Q. (40)

The left-hand side of Equation (40) is transformed by using the definition of the adjoint
operator in Hj (Q)y), as follows:

(600, = (0000 ) {0 s )], ) i)

0

where [P(l) (u; g A\ w; al); V(1)>} 5 denotes the associated bilinear concomitant evalu-

ated on the domain’s boundary 9Q), and where A (u; g) £ {N(l)(u;g)} " denotes the

operator formally adjoint to N (u; g). The symbol [ ]* indicates “formal adjoint” operator.
The first term on the right-hand side of Equation (41) is now required to represent the
indirect-effect term defined in Equation (30) by imposing the following relationship:

{A(l)(u;g)a(l)(x) } , =19S(u;g;h)/dut 4o £ qg)[u(x);g; h], x € . (42)

The domain of A(!) (u; g) is determined by selecting the appropriate adjoint boundary
and/or initial conditions, which will be denoted in operator form as:

{bg) (u;a(l);g) }ao =0, x € Q). (43)

The above boundary conditions for the adjoint operator AD (u; g) are obtained by
imposing the following requirements: (i) they must be independent of unknown values
of v (x) and dg; and (ii) the substitution of the boundary and initial conditions repre-
sented by Equations (35) and (43) into the expression of { {P(l) (u; 8 a(l);v(l))} 20 }

x ) 0
must cause all terms containing unknown values of v(!)(x) to vanish. Using the adjoint
and forward variational boundary conditions represented by Equations (43) and (35)

into (41) reduces the bilinear concomitant { {P(l) (u; g a ;v(l))} 0 } to a residual
x ) 0

term denoted as { {15(1) (u,' A w;a(l);ég; 5A;5w)} 20 } , which will contain bound-
X (XO

ary terms involving only known values of dg, JA;dw;g, u, and aV) The residual term
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{ [13(1) (u; g A w; a(l);(Sg; (5?\;(5(1))}80 } is linear in g, JA;dw, and can therefore be
x ) x0

expressed in the following form:

{[p(l) (u; g w;a(l);(sg;(s;\;éwﬂaox}“o - {J’ji {ap(l)/agﬁ}(sgjl} 0

TI TI * (44)
+{.z [aﬂl)/aAh]Mh} + {.z [aﬂl)/awh]&wh} .

- 0 0

h=1 h=1

The results obtained in (41) and (42) are now replaced in (30) to obtain the following
expression of the indirect-effect term as a function of a(!) (x):

{(SR [u(x);f(cx);v(l)(x)} } = {<a(1), qﬁ,l)(u;g; 5g)>1}

ind

0
(45)
) (oo e ctr-a(1) Son SA-
{ {P (u, g A w;al);og; 0A; 5w)]anx } "
Replacing in Equation (24) the result obtained in Equation (45), together with the ex-
pression for the direct-effect term provided in Equation (26), yields the following expression
for the first-order G-differential of the response R[u(x); f(«x)]:

{aR [u(x); (0); vV (x); 0f() | } | = {dR[u(x); £(x); 58]}
(0 P wesm), )~ [0 ey wathimovie)] ) g

) {Z o Pvu(xxa(”(x);f(a)}%} :
j r

1=1

where R(V) {]1, (x); a(l)( x); f(a )} £ oR[u(x); f(a)] /afh denotes the first-order sensitivity
of the response R[u(x); f(«)] with respect to the components f;, of the “feature” function
f(o) 2 [g(); h(«); A(«); w(x)]". Each sensitivity R(! )[]1,11( ),a(l)(x);f(oc)} is obtained
by identifying the expression that multiplies the corresponding component of the variations
ég, 0h, 0A, and dw, respectively, on the right-hand side of Equation (46). Each of the 1st-
order sensitivities R(!) {jl;u(x);a(l) (x);f(oc)} of the response R|[u(x); f(e)] with respect
to the components of the functions g, h, A, and w can be computed inexpensively after
having obtained the 1st-level adjoint function a(!) (x) € Hy, using just quadrature formulas
to evaluate the inner products involving a)(x) € H; in Equation (46). The function
a()(x) € H; is obtained by solving numerically (42) and (43), which is the only large-scale

computation needed for obtaining all of the first-order sensitivities.
Equations (42) and (43) are called the 1st-Level Adjoint Sensitivity System (1st-LASS).

The solution, al!) (x) € H; (), of the 1st-LASS is called the 1st-level adjoint function.
It is very important to note that the 1st-LASS is independent of all parameter variations
ég, 6h, 0N, and dw (or, equivalently, of all parameter variations daj i =1,..., TP) and
therefore needs to be solved only once, regardless of the number of model parameters under
consideration. Furthermore, since the 1st-LASS is linear in a(!) (x), solving it requires less
computational effort than solving the original model, which is nonlinear in u(x). The first-
order sensitivity R(1) {]1 ;u(x);atl)(x); f(oc)} can be represented formally in the following
integral form:

RM [jl;u(x);a(l)(x);f(cx)] = / s [jl;u(x);a(l)(x);f(cx)]dxl...del,' ji=1,...,TF. 47)
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The functions (1) {jl ;u(x);a® (x); f(oc)} will be subsequently used for determining
the exact expressions of the second-order sensitivities of the response with respect to the
components of the function f(«) of model parameters.

3.1. Comparison between 1st-FASAM and 1st-CASAM

The general methodology for computing most efficiently the exactly-derived expres-
sions of the first-order sensitivities of a model response directly with respect to the model’s
parameters is the “First-Order Comprehensive Adjoint Sensitivity Analysis Methodology”
(1st-CASAM) developed by Cacuci [5-8], which was briefly reviewed in the accompanying
PartI[1]. The conceptual difference between the 1st-CASAM and the 1st-FASAM presented
in the first work stem from the fact that within the 1st-CASAM the possible functions
(“features”) of model parameters are not explicitly considered, so that all differentials are
computed directly with respect to the basic model parameters. Consequently, the main
distinctions between the 1st-CASAM and the 1st-FASAM are as follows:

(i) Instead of the expressions provided in Equations (24)—(29), the “direct-effect” term in
the 1st-CASAM, denoted as {dR[u(x); &; 0]} ;;,, comprises the direct dependencies
on da and is defined as follows:

u, X A e .
{6R[u(x); o det] } 55, = {aRéo;)} Je= D {R(l)bl;u(x);“}}diréaﬁ’ (48)

=1

where dR(u; &) /da denotes the partial G-derivatives of R(e) with respect to «, evaluated
at the nominal parameter values, and where the following definitions were used:

9] |

TP )
= Z
i=1

[l
TR (49)

Jx

w1 () wrp ()
{ f f del‘..de]}

dir )\1(0() /\T[ 0() n ol
TI dw: w1 wjfl wj+1 wT]
+Y Cgfx(“) f dx1 . f dxl-_l f dxi+1 c. f dXT[S [u(xl s wj(a), . XNI),' OL} (50)
j=1 nn Aj1 Ajr1 Aty &0

L T g vy v aens A :
4 3 1--- f Xi—1 f Xit1 .- f XTI [u(xl s ](O(),.,JCNX),O(] .
0

j
by Aj—1 Aj ATt

(i) Instead of Equations (34) and (35), the 1st-LVSS within the 1st-CASAM framework
has the following expression:

{N(l)(u; cx)v(l)(jl;x)}“o = {sg,l)(jl;u; oc)}“o, nh=1...,TP; x € Q, (51)

{b%,l) [u; cx;v(l)(jl;x)} }“0 =0, p=1,...,TP; x¢€ BQx(ch). (52)

here:
e Q.. » 3[Q(&) — N(u; )]
sy (juw o) = s, ; (53)
1

CO N IS ) Y Iy 0B (u; ) ) : . d[B(w; ) — C(ex)]
{bv {u, v (]1,x)} }“O {au v (j1x) + au;, - (54)
24
To determine the solutions v(!) (j;;x) of the 1st-LVSS that would correspond to every
parameter variation éa;, j1 = 1,..., TP, the 1st-LVSS would need to be solved TP times,

with distinct right-hand sides for each da;,, thus requiring TP large-scale computations.
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(iif) The first-order G-differential of the response induced by variations in the model
parameters and, consequently, the first-order sensitivities dR[u(x); ] /da;, of the
response with respect to the model parameters have the following expressions:

{(SR [u(x); oc;v(l)(x);éoc] }“0 = {6R[u(x); x; 6]} 3;, + {<a(1>, qg/l)(u; cx;(Soc)>1}
—{ [13<1) (u; «; a(l);éoc)]agx} Tg {R(l) [jl;u(x);a(1>(x); (x} }aoéah,

o ji=1

0

(55)

1>

where, for each j; = 1,..., TP, the quantity R(!) {h;u(x);a(l)(x); oc} £ 9R[u(x); o /0aj,
denotes the 1st-order sensitivities of the response R[u(x); | with respect to the model
parameters a;, and has the following expression, for j; = 1,...,TP:

B5(1) (1gea(1) .
RO [fi;u(x);aV (x); a = il (“';kj i) oo,
1
+{R(l) i u(x); a]} + wlf(‘x)dxl . waf(“)a<1> (x) Qe N(we)] g,
Wonlw Ane K 6)

wy () wr(e)
2 [ .. [ sO [jl;u(x);a(l)(x);oc}alxl...tJleIé %:‘)“]
M) Arr(e) !

Comparing Equation (56) to Equation (46) indicates that the same first-level adjoint
function a(!) (x) € Hj is used in all of these expressions. Therefore, the 1st-LASS needs to
be solved only once, to obtain al(x) e Hy, regardless of whether the response sensitivities
are computed directly with respect to the model parameters or whether the sensitivities
are first computed with respect to the components (“features”) of the function f(«) and
subsequently computed with respect to the components of the vector & of model parame-
ters. This is as expected, since the 1st-LASS is independent of parameter variations d«;,,
j1 =1,...,TP, and therefore needs to be solved only once, regardless of the number of
“features” or model parameters under consideration.

It is more advantageous to use the 1st-FASAM to compute the sensitivities of the
response to the “feature” functions provided in Equation (46), since these expressions
involve fewer integrals (“quadrature”) over the 1st-level adjoint function a!) (x) € Hj than
using Equation (56), since TG < TP. The transition from the sensitivities with respect
to “features” provided in Equation (46) to the sensitivities with respect to the model
parameters provided in Equation (56) can be carried out very inexpensively by using the
“chain-rule” of differentiation of compound functions, namely 6g;(«) = [0g;(x)/0x]|dcx,
Ohij(x) = [oh;j(x)/0x]|dex, oA (&) = [0A;i(x)/dx]|dex, dw;(ax) = [dw;(x)/dex]dx, which
implies that:

oR[u(x); «] TF oR[u(x); & 9f;(x)
aﬂch ; afl ath )

(57)

The features of the 1st-FASAM will be illustrated in Section 5, below, by means of
a paradigm neutron diffusion model which admits closed-form exact expressions for all
quantities involved (i.e., forward dependent variable, model response, and all sensitivities).
The considerable reduction in the number of large-scale computations when using the
“function/feature adjoint sensitivity analysis methodology” will become apparent for the
computation of second-order (and, subsequently, higher-order) sensitivities, as will be
shown in Sections 5 and 6, below.

4. Tlustrative Application of the 1st-FASAM to a Paradigm Particle Transport Model

The application of the 1st-FASAM will be illustrated in this section by considering the
sensitivity analysis of an illustrative computational model of a dosimetric response (e.g., en-
ergy deposition) stemming from a shielded volumetric source of directly and/or indirectly
ionizing radiation. Such models typically describe the radiation and/or particle transport
within shielded containers/drums holding vitrified radioactive waste material for deep
underground disposal. The distribution of gamma-ray photons emitted by waste prod-
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ucts within a shielded vitrified container is computed using sophisticated time-dependent
three-dimensional energy-dependent radiation decay and transport models. To illustrate
the application of the 1st-FASAM, however, the radiation transport model will be greatly
simplified by considering that all processes are steady-state, the radiation is monoenergetic,
the sources of radiation are additive, and the geometry is one-dimensional (slab) rather
than three-dimensional. These drastic simplifications will enable the analytical solving of
the transport equation, thereby minimizing cumbersome algebraic manipulations while
highlighting the application of the fundamental concepts underlying the 1st-FASAM.
Consider that a total of “MQ” radioactive sources, each emitting q;, i =1,..., MQ
particles per unit time (e.g., “second”) per unit area (e.g., “cm?”) are homogeneously
distributed (vitrified) within a slab of homogeneous material, which will be designated as
“Material A”. There are many radioactive sources (i.e., MQ is a large number); even after
several years of “cooling” there remain long-lived radionuclides which require adequate
shielding. Included among the most relevant for shielding of waste disposal containers are
11 fission products, 12 actinides, and 5 activation products [10]. The vitrified containment
material, designated as Material A, is considered to be homogeneous, comprising “MA”
nuclides/elements. Each of these nuclides is characterized by a total microscopic cross
section denoted as (Tt(A’l), i=1,...,MA, and an isotopic number density denoted as N (A'i),
i=1,...,MA, where MA denotes the “total number of elements/nuclides within the
glassy “Material A”. Geometrically, consider that Material A is a slab of a thickness 2a (cm),
which is imprecisely known due to manufacturing tolerances. The slab of Material A,
which contains radioactive sources, is considered to be shielded on each of its sides by
another slab, made of “Material B”, of thickness b (cm), which is also imprecisely known
due to manufacturing tolerances. “Material B” is considered to comprise a total number

of MB nuclides/elements, each of which is characterized by a total microscopic cross

section denoted as (ft(B’i), i=1,...,MB, and an isotopic number density denoted as N (B'i),

i =1,...,MB. For example, “Material B” could be magnetite concrete (approximate
density: 3.53 g/cm?), composed of MB = 12 nuclides/elements [11], with approximate
partial densities in (g/cm?) provided in parentheses, as follows: 1. Hydrogen (0.011);
2. Oxygen (1.168); 3. Silicon (0.091); 4. Calcium (0.251); 5. Magnesium (0.033); 6. Aluminum
(0.083); 7. Sulfur (0.005); 8. Iron (1.676); 9. Titanium (0.192); 10. Chromium (0.006);
11. Manganese (0.007); and 12. Vanadium (0.011).

The distribution of monoenergetic particles within the aforementioned arrangement
of slabs is symmetrical with respect to the midplane of the inner slab, so the center of the
coordinate system can be chosen at this midplane. Within the inner slab, the uncollided
angular flux of monoenergetic neutral particles (e.g., photons and/or neutrons), denoted
as ¢ 4(z, w), in the positive direction perpendicular to the slab, labeled as “direction z > 0”,
is modeled by the following form of the particle transport equation:

wdq)A (Z/ C(J)

o THAPa(zw)=Q 0<z<a 0<w<lL (58)

In Equation (58), the source term is defined as follows:

MQ
Q=) ui. (59)
iz

Also, in Equation (58), the quantity w denotes the cosine of the angle between the par-
ticle’s direction and the z-axis, while y 4 denotes the interaction coefficient of the particles
with the inner slab’s homogenized material and is defined as follows:

N N4 (A) (A))
pa £ Y N (60)
i=1



Energies 2023, 16, 6356

16 of 51

Due to the model’s symmetry, choosing the origin of the coordinate system at the
inner slab’s midplane, the appropriate boundary condition for the inner slab is:

dea(z,w)

1 =0, at z=0, 0<w<1. (61)

The solution of Equations (58) and (61) is the following constant function:

<pA(z,w)—yQ, 0<z<a 0<w<1. (62)
A

The particle transport equation governing the uncollided angular flux of monoen-

ergetic particles, denoted as ¢(z,w), through the outer slab (“Material B”) in particle
directions 0 < w < 1 has the following form:

wd(p(z,w)

I +upp(z,w) =0, a<z<b 0<w<L (63)

where the interaction coefficient yp is defined as follows:

A MB (B,i) (B,i)
pp £y NBVg ™Y, (64)
i=1

The uncollided flux is continuous across the interface atz = g, i.e.,

Q

e (65)

p(a,w) = gala,w) =
For subsequent verification of the expressions to be obtained for the response sensitiv-
ities to parameters, the closed-form expression of the uncollided flux ¢(z, w), which is the
solution of (63) and (65), is provided below:
go(z,w):gexp{@(a—z)},agng, 0<w<1. (66)
Ha w
The “model response” of interest for this illustrative paradigm model is the total flux
of particles interacting with a “kerma response” detector [11] placed on the outer slab’s
external surface, which can be represented mathematically by the following expression:

1 b
Rlp(z,w); o & yD/dw/ ¢(z,w)é(z —b)dz. (67)
0 a

The interaction coefficient, yp, which characterizes the detector’s material, is defined
as follows:

MD , .
up 2 Y NP (68)
i=1
where the quantity MD denotes the number of distinct nuclides/elements comprising the
detector’s response function, Ut(D’l) denotes the total microscopic interaction cross section of
the respective nuclide with the source particles, and N(P) denotes the respective nuclide’s
atomic number density, fori =1,..., MD.
Substituting the expression of ¢(z,w) obtained in Equation (66) into Equation (67)
yields the following expression for the response R[¢(z, w); «]:

R(g; o) = ‘ijjf’ Eal(b— a)pug), (69)
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where the exponential-integral function E, (z) is defined as follows:
1 -z 1
En(z) & [y 2y Eo(a) = “; Ea) 2 [yl iy =~ Ei(=2); E2(0) =1 (70)
0

and possesses the following important properties:

En(z) = ——[¢7 — 2Eq1(2)], forn>1; dE;Z(Z) — E, 1(2); En(z) = /Zoo Ey 1(y)dy. (71)

n—1

The uncertain parameters that describe the properties (microscopic cross sections,
atomic number densities, source, and slab boundaries) characterizing the two materials and
the detector will be generically denoted as «;, i =1,..., TP, where TP denotes the “total
number of model parameters.” These parameters will be considered to be the components
of the (column) “vector of imprecisely known model parameters”, defined as follows:

a2 (ag,...arp) 2 [Ut(A’i),N(Afi);i =1,...,MA ;0B NBD;i =1, .. MB;

N i (72)
(Dii) Ap(D,i). ;
o 7, NP i=1,..., MD; ql,...,qMQ;a,b] ; TP =2MA +2MB +2MD + MQ + 2.

From the definitions provided in Equations (59), (60), (64) and (68), it follows that the
interaction coefficients and the source are functions of the vector & of model parameters.

4.1. Current State-of-the Art Procedure: Application of the 1st-CASAM to Compute First-Order
Response Sensitivities Directly with Respect to Model Parameters

The total first-order sensitivity of the response defined in Equation (67) to the model’s
primary parameters (including interface and boundary locations) is provided by the
Gateaux- (G-) differential {0R(¢; o;; 6¢; )} 40 of the response R(¢; &) for arbitrary varia-
tions (¢, ) around the nominal parameter and state functions values, which is defined
as follows:

MD . , ; ;
SR(@; 0659;00) o = ;e{ { Y (N(D") + sfSN(D")) ((Tt(D'l) + séat(D’l))
=)
1 b+edb l (73)
X [dw [ (¢+ebp)d(z—b—ebb)| dz
0 a+eda o0 e=0
= {0R(¢; 000) o} gy + {OR(9; 2:09) 00 }jya0

where the “direct-effect” term {0R(¢; o;6) 40}, depends only on variations dex in the
parameters, and is defined as follows:

MD , , . 4
{5R((P, &; (So() oco}dir 4 { Z (N(D’l>(50't(D'l) + O}(D'I)(SN(D’I)>
1 b - 1 b (74)
X [dw [dz ¢(z,w)d(z — b)} — (6b){ypfdwf ¢(z,w) ' (z — b)dz} ,
0 a 0 a

ol ol

and where the “indirect-effect” term {0R(¢; &;0¢)0};,; depends only on variations
0¢(z,w) in the dependent variable (state function) and is defined as follows:

1 b
{6R(; 0669) o0} 10 = {yp(a)/dw/ So(z,w)é(z — b)dz} . (75)
0 a 0

Since the flux ¢(z, w) is known, the direct-effect term in Equation (74) can be computed
immediately at this stage, for any parameter variations that appear in its expression. On
the contrary, the “indirect-effect” terms in Equation (75) cannot be computed at this stage
since the 1st-order variation, d¢(z, w), is not available at this stage. The variational function
d¢(z, w) could be determined by solving the 1st-Level Variational Sensitivity System (1st-
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LVSS), which is obtained by G-differentiating Equations (63) and (65) at the nominal
parameter values, to obtain the following system of equations:

i wM+y3(oc+£(5a)(q)+séq)) =0,a"<z<t?, 0<w<1; (76)
de dz o0 ) e—p

{% [(p(Z =a+ 8(511;6()) + séq)(z =a+ s&a;w)] }8:0 = {% {%} ao}gzo- (77)

Carrying out the operations with respect to ¢ in (76) and (77) yields the following
1st-LVSS to be satisfied by the 1st-order forward variational function d¢(z, w):

{wiioe ) + ms@ oo} , = ~{oEw)y 60| ;g

i=1
A <z<, 0<w<1;

{0p(z,w)},_p0 = {m%a) o aQa;) (6nj) — p%((o;) 1 %gofia) (5061')}
i= 0‘0

de(z,w
z=q0

+<(sa>{Q<wB<w> il 0<w<l

MQ
1 0Q(x)
) 151

Il
——
=
b

pale) w
o0

It is evident that solving Equations (78) and (79) would require at least TP large-scale
computations (i.e., at least one large-scale computation for each parameter variation) to
obtain the 1st-order variational function v(!) (i; z, w) for every parameter variation. Per-
forming so many large-scale computations would be impractical for large-scale systems
involving many parameters.

The alternative to solving repeatedly the 1st-LVSS for every possible variation in the
system’s imprecisely known parameters is to use the First-Level Adjoint Sensitivity System
(1st-LASS), which is constructed by applying the following sequence of steps:

1.  Consider that the function v (i; z, w) belongs to a Hilbert space, which will be
denoted as H;(Q),), Q, £ {w € [0,1]®z € [a,b]}. This Hilbert space is endowed
with an inner product of two functions ¢(z,w) € H; and ¢(z,w) € H;, which is
denoted as (¢(z,w), (z,w)); and is defined as follows:

1 b
(92 @), p(z,w)), 2 { [ de [ oz wppizw) dz} . (50)
0 a

ol

2. Using the definition provided in Equation (80), construct the inner product of a
function (V) (z,w) € H; with Equation (78) to obtain:

1 b
{fdwfa { wiép(z,w) + pp(a )Jw(z,w)}dz}
‘ o (81)

MB 1 b
{ %) (5a;) [ deo [ 0V (z, w) (2, w)dz
0 a

0
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3. Integrate by parts, over the independent variable z, the left side of Equation (81) to obtain

1 b
{Ofdw{ 2 (z,w) [w%&p(z,w) + yB(cx)éqo(z,w)]dz}

1

4. Require the last term on the right side of Equation (82) to represent the indirect-effect
term defined in Equation (75) by imposing the following relationship:

wdw{ a (b, w)de(b,w) — a(l)(a,w)éfp(a,w)} (82)

0

o,
C—

b
dwufégo(z,w) [—w;—za(l)(z,w) + yg(a)a(l)(z,w)}dz}

o0

1 b
{fdwf Sp(z,w) {—w%a(l)(z,w) + ptB(oc)a(l)(z,w)}dz}
T Y
- {yD(oc)bfdwaf 3¢(z,w) é(z — b)dz}

0

5. The relation in Equation (83) implies that the following equation holds, in the weak
sense, at the nominal parameter values:

d
{—wdza(l)(z,w) + yB(a)a(l)(z,w)} ={up(c)d(z—b)} 0, a®<z<b’ 0<w<1. (84)
oV
6. Complete the definition of the function aM(z,w) by requiring that the unknown
value of the function d¢(b, w) be eliminated from appearing on the right side of
Equation (82). This requirement is met by imposing the following condition to be
satisfied by the function a(!)(z,w) on the model’s outer boundary:

aV(z,w)=0,at z=1", 0<w<1. (85)

Altogether, Equations (84) and (85) constitute a well-posed system, called the “First-
Level Adjoint Sensitivity System” (1st-LASS), for determining the function a!) (z,w) € Hj.
The function a(!)(z,w) € Hy is called the “first-level adjoint sensitivity function.” Since the
1st-LASS does not depend on the parameter variations, it needs to be solved only once in
order to obtain the 1st-level adjoint sensitivity function ¢ (z, w). For the paradigm model
under consideration, the 1st-LASS given by Equations (84) and (85) can be solved exactly
to obtain the following closed-form expression for the 1st-level adjoint function a(z,w):

a(l)(z,w) = {yD((x)[l —H(z—b)]exp VB((X)Q(JZ — b)} } , (86)

w o0
where H(z — b) denotes the Heaviside functional, defined as follows:

1, z>b;
H@_m:{OZzb (87)
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Collecting the results obtained in Equation (81) through (85) leads to the following
expression for the indirect-effect term:

1
{0R(¢; %09) g0 }ing = {Ofwdw a(a,w) [M%“) E a%g:c) (da;)
_ Q) aHA( ) Qo) pp(ex)
A Zl (da) + (5a)VA(“) w :|}oc0 (88)
MB 1 b
- aygos ) (6a;) fdwaa (z,w)e(z,w)dz = {(5R<(p;a(1);cx; 50()}} .
=1 o 0 b a0 ind

The appearance of the Ist-level adjoint function a(!) (z,w) in the list of arguments

of the indirect-effect term {5R ((p; a) ;O 50() } ; in Equation (88) emphasizes the fact

mn
that the function d¢(z, w), which depends implicitly on parameter variations, has been

eliminated (and has been replaced by the dependence on the first-level adjoint sensitivity
function a(1)). The indirect-effect term is now expressed in terms of the Ist-level adjoint
function a(!) (z, w), which does not depend on the model parameter variations. Hence, the
1st-LASS needs to be solved just once (which means a single “large-scale computation”
comparable to solving the original equations underlying the model) to obtain the 1st-level
adjoint function 2 (z, w). After obtaining a(!) (z, w), all of the partial sensitivities included
in the indirect-effect term, cf. Equation (88), are obtained by quadratures for evaluating the
integrals involving a!) (z, w).

Adding the results obtained in Equations (88) and (74) yields the following complete
expression for the total 1st-order response sensitivity {(SR (q); o;aV); 6 oc) }

pnale) = o ! ui() =

1 b
{5R(§0; cx;a“);écx)} .= (M{an dwf p(z,w) 8 (z— b)dz}
+ A%?(N (5(75 D4 ( )5NDl)fdwfdzgozw)( —b)
« (89)
+{fla)dw aW(a,w) | -2 faQ %) (Su;) — Q(“)]\% aHA( %) (5a;)
0

M 1
+<5a>i(<‘23)”5£f")}} —{ZE’”B (50) f o f ) >¢<z,w>dz}
0(0

i=1 0 b &0

The specific expression of each 1st-order partial sensitivity of the response R(¢; x)
to each uncertain parameter is obtained by identifying the expression that multiplies the
respective parameter variation, which yields the following results:

(i) Sensitivities stemming solely from the direct-effect term:

{”%@"‘)} =—{ma)fldwquo(z,w)a'(z—b)dz}

0 a

(90)
= - sl E, () — g)pp(e)] K
IR (¢; ) [ deo [
{((%o;)} _ {N<D,z>fdwf dz g(z,w)d(z — b)}
a0 o0 0 a ol 1)

(D,i) .
_{Q("‘;QIEZ[(b—a)yB]} ; i=1,...,MD;

0
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o1 b
() - (i faofscncaome-
ol o

0 ; (92)

(D)
_ {QWMEZ[@_“)W]} i=1,...,MD;

HA
(XO

(ii) Sensitivities stemming solely from the indirect-effect term:

{aR(ff;)} :—{ Al)Q fla (a,w cudw}
N 0 0 93)

:-{af )(Z)}ZHEZ[(b—a)yB(cx)]} ;i=1,..., MA;

o0
OR(¢p;x i
{ ag(;i"i))} — _{N(Ar)yi( Ofa(l) a, w)wdw}
«0 ol (94)
_ N(Ai)Q(‘xz}P‘D(D‘)EZ[(b_a>‘u8<(x)] s i=1,...,MA;
“I/lA(O() 0‘0
{8;?1\(]?3?;)} = - t(Bl fdwf a(z,w)p(z w)dz}
o0 U ol (95)
:{ngOQ(“);‘DgM( b)E1[(b — a)pp( )]} ;i=1,...,MB;
o0
- 1 b
NGB [dew [ aV(z,w)e(z,w)dz
aot 0 a 0 (96)
{N(BZ)Q(CX)]'(‘Dgf")( b)El[(b—a)ﬂB(fx)]} ; i=1,...,MB;
o0
1
IR(¢;
(2} = {ite [}
«0 ol (97)
= {Zi’gz;Ez[(b—a)yE(a)}} 0, i:1/ /MQ/

{aR(a(p;cx)} {Q(a)us(«x jl"a M (a,w dw}
a
o0 0 o0 (98)
_ {WEl[(b—a)ﬂs(aﬂ} :
&

It is noteworthy that the absolute sensitivities 0R(¢; «)/dq; all have equal values,
ie,dR(¢;)/9q1 = ... =0R(@; &) /9qmq. Also noteworthy are the results indicating that
the relative sensitivities of the response with respect to the nuclide densities have the same
values as the relative sensitivities of the response with respect to the microscopic cross
sections, i.e.,

Rigo) N | [oRgre) o™ | NI g
aN(A,i) R((P,(x) o a(ft(A/i) R(q),(x) " A ‘XO/ PR s
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ON(Bi) R(¢;x) - E)(T,(B’i) R(p;x)

OR(p;x) N(B.) _ ) R(p;x) crt(B’[) }
0 0

(100)

_ {at(B'i)N(B'i)(”—b)W} ;i=1,...,MB;
oV

. D,i i D,i
OR(¢; o) NP _ JR(@ ) ™ _ NP i=1,...,Np. (101)
INPH) R(g;e) | | 0PV Rig;e) [, o(®)

Notably, obtaining all of the 1st-order partial response sensitivities to the primary
model parameters has necessitated a single “large-scale” computation for determining the
Ist-level adjoint sensitivity function a!)(z,w). This is in contradistinction with the use
of the 1st-LVSS, which would require at least TP large-scale computations to obtain the
corresponding TP first-order sensitivities. Furthermore, the expressions obtained for these
sensitivities are exact, as opposed to being approximate, as would have been the case if
these sensitivities had been computed by finite-difference or statistical procedures. Also,
many more large-scale computations would have been necessary to compute these 1st-
order partial response sensitivities by any other (finite-difference or statistical) procedure.
Thus, the 1st-CASAM is the most efficient computational method for obtaining the exact
expressions of the 1st-order partial response sensitivities to the primary model parameters.

The fact that so many relative sensitivities have the same values, as indicated in
Equations (99)-(101), respectively, would render quasi-useless the statistical methods that
attempt to rank the sensitivities by their relative values, because such statistical methods
break down in situations when many relative sensitivities have equal values. On the other
hand, if statistical methods attempted to rank sensitivities by their absolute values, these
statistical methods would fail when attempting to determine the response sensitivities to
the material properties of the detector. In all cases, the only reliable method for computing

response sensitivities accurately (and also most efficiently, from a computational standpoint)
is the 1st-CASAM.

4.2. Most Efficient Alternative Procedure: Applying the 1st-FASAM to Compute First-Order
Response Sensitivities to Functions/Features of Model Parameters

The particle transport equation governing the uncollided angular flux ¢(z, w),
i.e., Equations (63) and (65), can be written in the following form, which highlights the
“feature” functions of the primary model parameters:

w% +p(x)p(z,w) =0, a<z<bh 0<w<1; (102)
p(a,w) = g1(x); (103)

1 b
Rlg(z, w); £()] 2 h(oc)/ dcu/ (2, w)8(z — b)dz. (104)

0 a

f(o) £ [g(a);h(a); A (o); w(e)]" 2 [fi(«),..., frr(e)]’; TFL£2+4+1+2; (105)

MA 171

B0 2 [51 () 200" (o0 2 Q(a) [ £ N4 (106)

MB . . MD : .
g2(e) 2 pp(e) = 1 NEIG ) n(o) 2 pp(e) = ¥ NPAGPD; Aoy 2 a; w(a) 2 6;
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In terms of the components of the “feature” function f( ), the uncollided flux and the
model response have the following expressions:

go(z,a)):gl(oc)exp{gzj]a)(a—z)},agng, 0<w<1. (107)
R(¢; &) = g1(a)h(e) E2[(b — a) g2(ex)]. (108)

The 1st-order total sensitivity of R(¢; f) is obtained by determining the first-order
G-differential 6R(¢; f; d¢; 0f) L0 of R(g; f) at the nominal parameter values, which is deter-
mined by applying the definition of the G-differential to Equation (104). This operation
yields the following expression:

0 a+eda

1 b+edb
R (piolh;of) | 2 {;ﬁ {(h +eoh) [dw [ (p+eolV)o(z—b- eéb)dZ} 0} 109)
) =0
= [OR(936:06) 0 b gy + {0R (ps80)) )

ind’
where the direct-effect term {0R(g; f; f) 40} ;;, depends only on the parameter variations
of and is defined as follows:

1 b
{6R(¢; £,66) o } iy = ((Sh){fdwf ¢(z,w)é(z — b)dz}
o o (110)

1
—(5b){h(oc)fdw(p(z,w)5’(z—b)} ,
0 o0
and where the indirect-effect term {5R ((p; f; v(l)) 0 } - depends only on the variational
(o4 m

function v(1) (z, w) and is defined as follows:

1 b
{oR(gsE0V) |} 2 {h(oc)(]/dwa/ oM (z,0)5(z b)dz} . (111)

0

The 1st-LVSS to be satisfied by the 1st-order forward variational function v(!)(z, w)
is obtained by G-differentiating Equations (102) and (103), to obtain the following system
of equations:

(1)
{WW +gz(cx)v(1>(z,w)} = —{(082)p(z,w)}qo; A’ <z<t’, 0<w<1; (112)

ol

{U(l)(zzw)}z:ao - {5g1<°‘) — (6a)g1(«) [d(PE;Z,w)]z:a}oco

= {0g1(00)} 40 + ((5&1){5'1(“252(“)} ;z=a% 0<w< 1.

0

(113)

It is noteworthy that the above 1st-LVSS would need to be solved just three times to
obtain the three variational functions v(!) (i;z,w), i =1,2,3, which would correspond to
the variations 6g1, dg», and da; thus, o) (1;z, w) would be obtained by setting 6g1 = 1,
6g> = 0, and da = 0; U(l)(Z,' z,w) would be obtained by setting 6g1 = 0, 6g» = 1, and
da = 0; and v(V) (3;z, w) would be obtained by setting 6g; = 0, 8g> = 0, and da = 1.

The need for computing the functions o) (i;z,w), i = 1,2,3, is circumvented by
expressing the indirect-effect term {(5R ((p; f; v(l)) 0 }ind defined in Equation (111) in terms

of a 1st-level adjoint function, which will be denoted as a(!)(z, w), and which is the solution of
a Ist-Level Adjoint Sensitivity System (1st-LASS) constructed by performing the same sequence



Energies 2023, 16, 6356 24 of 51

of operations as indicated in Equations (80)~(82). The resulting 1st-LASS for the 1st-level adjoint
function a(V) (z, w) is the same as was obtained in Equations (84) and (85), namely:

{—w;—za(l)(z,w) +g2(¢x)a(1)(z,w)} = {h(a)d(z—b)}p, a®<z<b0<w<1 (114)

O(U
a(l)(z,w) =0,atz=F, 0<w<1. (115)

The solution of Equations (114) and (115) has the following expression:

aV(z,w) = {h(a)[l—H(z—b)]exp [W] }“0. (116)

w

In terms of the 1Ist-level adjoint function a(!)(z,w), the indirect-effect term
{5R ((p; f; o) ) } will have the following expression:
&0 Jind

{or(g:801) }md { J a0 (a,)[(531) + (5a)81<°‘§2<“>}wdw}

10 of (117)
_{(5g2)f dw [ ﬂ“)(sz)qo(z,w)dz}
0 a

ol

Adding the expression for the indirect-effect term obtained in Equation (117) with
the expression of the direct-effect term obtained in Equation (110) yields the following
expression for the total 1st-order G-differential 6R(¢; f; 6f) L0

1 b 1
SR(¢; £ 6£) o = {fdwf ¢(z,w)é(z — b)dz} - ((5b){h(¢x)f dwe(z,w)d' (z — b)}
‘ of 0 of (118)

1 b
—{(5g2)f dw [ a(1>(z,w)(p(2,w)dz} {fa [ 5g1) + ((511)5‘71(“52(“) ] wdw} .
0 o0 «0

a

It follows from Equation (118) that the expressions of the partial sensitivities of the
response R(¢; &) with respect to the components of the “feature” function f(«) are as follows:

1
{BMWD} :{/AUMwwa} = {(H(@E[(b—a)g2(e)]}po;  (119)
o0 0

9g1(x)

0

1 b
{31;2(2”;))} - —{Ofdw{a(l)(z,w)go(z,w)dz} 0 120)
= {81(e)h(a)(a —b)E1[(b — a)g2()]} o

1
(e ] {/ s [ otere1stz b } @ E b~ ga()]} (120
b 0 af

a

{a’i.(ff)} = {gﬂoc)gzm)ofl al)(a,w) dw} (122)
~ (& (20ga (WM E (b — )ga(@)]
1 b
{aR;(fsz)} - {h(oc)ofdwf ¢(z,w)d'(z — b)dZ} (123)
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The above expressions can be used to obtain efficiently the sensitivities of the response
with respect to the primary model parameters by using the chain-rule of differentiation,

as follows:
dR(¢; ) _ IR(¢;f) 9g1(ex) 1 oR(g;f) .
= = ; i=1,...,MQ; (124)
09 dg1(«x)  9g; pa(x) 9g1(x)
A,i
R(pr0) _ R am(e) _ g™ aR(pif) o
ON(AI)  dgi(a) IN(AD) w4 (o) 9g1(ax) o
IR(g; o) _ IR(¢;f) Ig1(ox) _ _gNA 9R(g;f) P= 1 M (126)
oo 9gi(e) oA () 9gi(«)
IR(¢; ) _ OR(¢;f) 9g2() (B OR(¢;f) . .
GNGD — 3ga(cr) ING =0, 92(c) i=1,...,Mg; (127)
IR(gio) _ OR(9:H) 9gale) _ i) R(@iE) -y g (128)
aat(B’l) 982() aafB'l) 082(x)
OR(p;x) _ OR(¢;f) oh(ex) _ (p,i)dR(¢;f) . .
N~ ah(a) INDT = aha) i=1,...,Mp; (129)
OR(g; ) _ OR(¢:f) Oh(e) _ oy OR(9:6) 3 (130)

20D Oh() (D) oh(w) '

It can be readily verified that the expressions shown in Equations (122)—(130) are
identical to the expressions of the corresponding sensitivities to the model parameters
obtained using the 1st-CASAM in Equations (90)—(98).

It is important to note that while there are a total number of TP = MQ + 2MA
+2MB +2MD + 2 first-order sensitivities of the response with respect to the primary model
parameters, there are only TF = 3 + 2 = 5 first-order sensitivities of the response with
respect to the five components of the “feature” function f(ox) £ [¢7(x), g2(a); h(); a; 2
of which three of these sensitivities are with respect to the bona-fide feature functions
g1(a), §2(x); h( ), while the other two sensitivities are with respect to the boundary pa-
rameters (a,b), which are “primary parameters” in this illustrative example. The de-
cisive advantages of the 1st-FASAM framework over the 1st-CASAM framework will
become apparent when computing the second-order sensitivities, since, as will be shown
in the next section, only TF = 5 second-level adjoint sensitivity functions would be
needed within the 2nd-FASAM framework, versus the much larger number of TP = MQ
+2MA 4 2MB + 2MD + 2 second-level adjoint sensitivity functions that would be needed
within the 2nd-CASAM framework.

The illustrative paradigm model analyzed in the foregoing part admitted feature func-
tions which depend on mutually exclusive groups of primary parameters, so that none of
the components of the “feature” function f(ex) £ [¢1(ex), g2(«); h(ex); a;b]" had any primary
parameters in common. It is advantageous to choose components of the “feature” function
in this way (i.e., to not depend on any common primary parameters), since it is subse-
quently easier to compute the sensitivities with respect to the primary parameters from the
sensitivities with respect to the components of the “feature” function. Of course, it may not
always be possible to choose the components of the “feature” function in order not to share
dependencies on the mutually independent primary model parameters. Hence, it may
happen that some components of the “feature” function f(ot) £ [¢1(x), g2(); h(e); a; b]"
would share dependencies on some common primary parameters. In such instances, par-
ticular attention would need to be given to ensuring that the sensitivities of the response
with respect to the primary parameters are correctly extracted from the sensitivities of
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the response with respect to the components of the “feature” function, to ensure that all
contributions are properly considered.

5. Introducing the 2nd-FASAM: Second-Order Function/Feature Adjoint Sensitivity
Analysis Methodology

The “Second-Order Function/Feature Adjoint Sensitivity Analysis Methodology” (2nd-
FASAM) determines the 2nd-order sensitivities 9*R[u(x); f()]/d f;,0fj, of the response with
respect to the components of the “feature” function (o) £ [g(); h(x); A(«x); w(e)]". Concep-
tually, the first-order sensitivities R() []1,11( x);a (x); f(« )} £ 9R[u(x); f(cx)] /9f;,, which were
obtained in Equation (47), are treated as “model responses” and the 2nd-order sensitivities are
obtained as the “1st-order sensitivities of the 1st-order sensitivities” by applying the concepts

underlying 1st-FASAM to the “response” R(!) {]'1; u(x);a(x); f((x)} .
Thus, the first-order G-differential of a first-order sensitivity R(!) {]1 ;u(x);a(x); f(oc)} ,
j1=1,...,TF,is given by the following expression:

{ []1, X ,a(l)(x);f;v(l)(x);éa(l)(x);éf} }“O
N

[4£0R0 i) + v (x);0) () + esaV () e0f] | (131)

TE (3R [jp;uaM) £
(B (R0 a0 000 )]

=1

. 7
ind

where the indirect-effect term {éR(l) [jl;u,' al: f;v(1) (x);&a(l)(x)} } ; comprises all de-
m

pendencies on the vectors v(!)(x) and da(!) (x) of variations in the state functions u(x) and
a(D(x), respectively, and is defined as follows:

wi (ex) wri(e) o (x) .
(R0 figwrastwzsa0]} 2 g {0
M(x) Arr(ex)

S [iu(x);a® (x);f
+ 20 8(.31(72) . ]53(1>(X)} ,
o0

(132)

The functions v(!) (x) and éa(!) (x) are obtained by solving the 2nd-Level Variational
Sensitivity System (2nd-LVSS), which consists of concatenating the 1st-LVSS with the
G-differentiated 1st-LASS, to obtain the following system (2nd-LVSS):

{VM(Z) [2 X 2;U(2>(2; x);f} v (2; x)}‘xo = {Qg/z) {Z;U(2>(2;x);f;5cx] }‘xo, x € Oy, (133)

(B [20@ 2, VO 2x);508] b = 0P 2 (0,0, xe a0, (o). (139)

(o4

The argument “2” which appears in the list of arguments of the vector U®®)(2;x) and
of the “variational vector” V(2 (2;x) in Equation (133) indicates that each of these vectors
is a two-block column vector, each block comprising a column vector of dimension TD,
defined as follows:

u (x . s (VO . (v (x
U (2;x) £ <a(l)((X)>>; V2 (2;x) £5U (2x) £ <v<z) 8 x;) ) <5a<1>((x))>' .

To distinguish block vectors from block matrices, two bold capital letters have been
used (and will henceforth be used) to denote block matrices, as in the case of “the second-

level variational matrix” VM) [2 x 2;u® (x); cx}. The “2nd-level” is indicated by the
superscript “(2)”. The argument “2 x 2”, which appears in the list of arguments of
vM®@ [2 x 2;u? (x) ;f} , indicates that this matrix is a 2 x 2-dimensional block matrix
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comprising four matrices, each of dimensions TD x TD. In particular, the structure of this
block matrix is provided below:

N o
VM@ |2 x 2, U (2;x); £| £ ( ) 2), (136)

[ } Vél) Véz)

where: {[ r }
3¢ INM (u; £)| a®) Dy (x):
@ (. (1D).¢) 2 ’ Cqu [u(x);f]

Vi (wa®;f) 2 - e (137)
Vi () 2 [NO ()] ; (138)

The other quantities which appear in Equations (133) and (134) are two-block vectors
having the same structure as v(2) (2;x), and are defined as follows:

@) (1, U@ (2;); £; of
@) 2. 0@ (2 £:5¢] & [T | IR 139
2 e 2
q§,)[z‘;U(2> (z;x);f;af] 2y s§/)[i; jz;U(z)(Z;x);cx} Sy i=1,2; (140)
jo=1
sy [1;1'2;U(2)(2;X);f] £ a[Q(f)a_N(u;f)]; (141)
fix
W o [NO(wH] aVx}
@) . : . 11(2) a 99, [u(x);f] ; ‘
s\ (2,72, U@ (2;x); £| 2 ; (142)
e 2 g %,
(D) (D). £ 54(1).
b ;£ 0ult); of
B [Z;U(z)(2;x);V(2)(2;x);f;(5f} 2 g (u )
ob, {U(z) (2; x);V(z) (2;x); £ (5f}
R b$/2> [1;U(2)(2;x);V(2)(2;x);f;(5f} (143)
a bg) {Z;U(Z)(2;x);V(2)(2;x);f;5f} '
(1) 1) (1)
M (. .1).¢) 2 db, (1) b, (1) b,
oby (wa);f) Fav () + Zysat) () + ot (144)

The argument “2” in the expression 0[2] £ [0,0]" in Equation (134) indicates that
this expression is a two-block column vector comprising two vectors, each of which has
TD-components, all of which are zero-valued.

The need for solving the 2nd-LVSS is circumvented by deriving an alternative ex-

pression for the indirect-effect term {5R(1) {jl; wal); £, v (2;x) } }

m

(132), in which the function v(2) (2;x) is replaced by a 2nd-level adjoint function which
is independent of variations in the model parameter and state functions. This 2nd-level
adjoint function is the solution of a 2nd-Level Adjoint Sensitivity System (2nd-LASS),
which will be constructed by using the same principles as those employed for deriving
the 1st-LASS. The 2nd-LASS is constructed in a Hilbert space, denoted as H,(Q)y), which
comprises as elements block vectors of the same form as V(?)(2;x), and is endowed with

p defined in Equation
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+
the following inner product of two vectors ¥() (2;x) £ {11)(2) (1,x), 9P (2; x)} € Hy(Qy)

+
and ®?) (x) £ [(p(z)(l;x), @ (2; x)} € Hy(Qy):

A 2 (2) . (2) .
2 Y (w@(i5x), 0D (%)) . (145)

@ (2:5) & (x
(¥x),009), 2 )

2

The inner product defined in Equation (145) will be used to construct the follow-
ing 2nd-Level Adjoint Sensitivity System (2nd-LASS) for the 2nd-level adjoint function

1.
A (2;j1,%) 4 [a(z)(l;jl;x),a(z) (2;j1;x)} € Hp(Q), foreachj; =1,...,TF:

{AM(Z) [2 x 2:; U (2,'x);f} A (Z;jl;x)}
={Q¥ v @it} =1, .o.‘(?,TF; x € Q, (140

subject to boundary conditions represented as follows:

{BY [20@2x); A0 @ x|} | =02); ji=1,...,TF x€ a0 (o), (147)

0

where

a2 (21 U0%;
M |; 1 (1) (148)
o % []1;U(x);a (x); v (x)}/au .
s [jl?“(x);a(l)(x);f/‘v(l)(x)}/aa(l) 1

(2) 1:71: U@ . £
Qf) {2/. j1;U(2) (2; X);f} A d4 v /f

syt ot
AM® [2 x 2, U (2;x);f} A [VM(2> (2 x 2,0 (2;x);f)]* = {[N(U} } F’% } . (149)
0 v

The two components a(?)(1;j;;x) and a?(2; ji; x) of the 2nd-level adjoint function
AP (2; ;%) 2 {a(z) (1;j1;x),a@ (2; jy; x)] ! are distinguished from each other by the use
of the numbers “1” and “2”, respectively, in the respective list of arguments. The matrix
AM®) [2 x 2;u® (x); f} comprises (2 x 2) block matrices, each of dimensions TD?, thus

comprising a total of (2 x 2)TD? components (or elements). This matrix is obtained from
the following relation:

{<A(2) (2:%), VMV (2; x)>2} _ {[p(2) (U(Z);A@);V(Z);fﬂaa }

0

o« (150)
+{ <V<2> (2;x), AM®) [2 x 2; U (2;%); cx] A® (2,'x)>2}

’
0

where the quantity { [P@) (U(z) ;AR V), f)} 5 } denotes the corresponding bilinear
x ) 0

concomitant with the domain’s boundary, evaluated at the nominal values for the param-
eters and respective state functions. The 2nd-level adjoint boundary/initial conditions
represented by Equation (147) are determined by requiring that:

(a) they must be independent of unknown values of V(2 (2;x);
(b) the substitution of the boundary and/or initial conditions represented by

Equations (147) and (134) into the expression of { {P(Z) (U(z) ;A v ;f)} 20 }
x ) 0

must cause all terms containing unknown values of V(?) (2;x) to vanish.
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Using in Equation (132) the relations defining 2nd-LASS together with the 2nd-
LVSS and the relation provided in Equation (150) yields the following alternative ex-
pression for the indirect-effect term in terms of the 2nd-level adjoint sensitivity function

+
AR (2;j1;%) £ [a(z)(l;il;X)/a(z) (2;j1;x)] :

{5R<”[fl;u;a“)-f-v@(z )]} = {{ ?(u;a (2);f"‘5f)}aox}ao (151)

p
(AP @i, @ [2uP @x);get])

where { [13(2) (U(Z) ; A®?) ;£ (Sf)} 5 } denotes residual boundary terms which may not
¢ 0
have vanished after having used theoi)oundary and/or initial conditions represented by

Equations (134) and (147).
Substituting the expression obtained in Equation (151) into Equation (131) yields the
following expression:

{5R 2 [J'l;UQ) (2:x); AP (2; j1;%); £; ‘Sf] }a

(
5 {RO [}y, 0@ @)(2; -
T {RO [, 0P @0 A @ jixt] } S 1 = 1, TF,

2=

(152)

where the quantity R(?) [jz; i1, 0@ (2;x); A@(2; /15 %); f} denotes the second-order sensitiv-
ity of the generic scalar-valued response R[u(x); | with respect to the components f;,
and f;, of the “feature” function f, computed at the nominal values of the parameters and
respective state functions, and has the following expression for ji,jo» = 1,..., TF:

D i ui:al) (x):
RO [ 1, U (23, A (23 1;%); 6] & [h'ua(;)'a =
2
2
. I
+ 5 (@@ (%), s [i:2: U@ (2508 ) (153)
z:lA 1
- {ap<z> [U<z) 2x):AQ (2;j; ;x),-f] }mx & PRu()el]
af]‘2 a af]ZBffl ’
Notably, the 2nd-LASS is independent of variations Jf (and, hence, of parameter varia-
tions do) and variations V() (2;x) in the respective state functions. It is also important to

note that the (2 x TD)?-dimensional matrix AM(2) [2 x 2, U (2;x); f} is independent of

the index j;. Only the source-term quz) {2; i1 U (2;x); f} depends on the index j;. There-
fore, the same solver can be used to invert the matrix AM®) [2 X 2; u®@ (2;x); f} in order

to solve numerically the 2nd-LASS for each j;-dependent source Q(Az) {2; i1, U (2;x); f}
in order to obtain the corresponding j;-dependent 2 x TD-dimensional 2nd-level adjoint

+
function A?)(2;j1;x) £ {a(z) (1;j1;%),a® (2; jl;x)} . Computationally, it would be most
-1
efficient to store, if possible, the inverse matrix {AM(Z) [2 x 2; U2 (2;x); f} } ,in order to
-1
multiply directly the inverse matrix {AM(z) {2 x 2, U (2;x); f} } with the correspond-
ing source term Qf) {2; j1; u® (2;x); f} for each index ji, in order to obtain the correspond-
ing  jj-dependent 2 x TD-dimensional 2nd-level adjoint function
. A . . t

AP (2;j3;x) & {a(z) (1;j1;x),2 (2;]1;X)}

Since the adjoint matrix AM® [2 X 2; u®@ (2;x); f] is block-diagonal, solving the 2nd-
LASS is equivalent to solving two 1st-LASSs, with two different source terms. Thus, the

“solvers” and the computer program used for solving the 1st-LASS can also be used for
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solving the 2nd-LASS. The 2nd-LASS was designated as the “second-level” rather than the
“second-order” adjoint sensitivity system, since the 2nd-LASS does not involve any explicit
2nd-order G-derivatives of the operators underlying the original system, but involves the
inversion of the same operators that need to be inverted for solving the 1st-LASS.

If the 2nd-LASS is solved TF times, the 2nd-order mixed sensitivities
R® {jz;jl; U@ (2;x); A®(2;j;x); f} = GZR/aszafj1 will be computed twice, in two differ-
ent ways, in terms of two distinct 2nd-level adjoint functions. Consequently, the symmetry
property 9*R[u(x); f]/9 11,917, =9’R[u(x);f]/9 fj,0f;, provides an intrinsic (numerical) ver-
ification that the 1st-level adjoint function a)(x) and the components of the 2nd-level
adjoint function AP (2; j1;x) are computed accurately.

Similarities and Differences between the 2nd-FASAM and the 2nd-CASAM

As has been discussed in Section 3.1, the “First-Order Comprehensive Adjoint Sensitiv-
ity Analysis Methodology” (1st-CASAM) developed by Cacuci [7,8] computes the exactly
derived expressions of the first-order sensitivities of a model response directly, with respect
to the model’s parameters. In contradistinction, the 1st-FASAM presented in Section 3
computes the exactly derived expressions of the first-order sensitivities of a model response
with respect to functions/features of model. Mathematically, the formal correspondence
between the 1st-FASAM and the 1st-CASAM is obtained by replacing the components of the
“features” vector-valued function f(«) £ [g(ex); h(o); A(a); w(x)]" 2 [fi(e), ..., fre(e0)]’
within the 1st-FASAM formalism with the components of the vector of primary parameters
oz (wg,..., an)+, which would yield the 1st-CASAM mathematical formalism.

The formal correspondence described above between the 1st-FASAM and the 1st-
CASAM also translates, for each of the respective first-order sensitivities, to the formal
correspondence between the 2nd-FASAM and the 2nd-CASAM frameworks; i.e., replacing
formally the components of () £ [fi(),..., frr(a)]" in the 2nd-FASAM framework
with the components of & £ (ay, ..., an)+ yields the 2nd-CASAM framework. It is very
important to note, however, that while there are a total number of TP primary model
parameters (and, hence, TP first-order sensitivities) within the 1st-CASAM, there are
only TF feature functions (and, hence, TF first-order sensitivities), within the 1st-FASAM,
where TF < TP. Each of the respective first-order sensitivity becomes a “response”
that generates a corresponding “second-level adjoint sensitivity system” (2nd-LASS) for
computing the corresponding second-order sensitivities. Therefore, there are a total number
of TP “second-level adjoint sensitivity systems” to be solved within the 2nd-CASAM
framework, but there are only TF “second-level adjoint sensitivity systems” to be solved
within the 2nd-FASAM formalism. Since the 2nd-LASS within either the 2nd-CASAM or
the 2nd-CASAM frameworks involves the same operators on their respective left-hand
sides (only the “sources” on the respective right-hand sides are different), it follows that
the same computational effort is required to solve any of these 2nd-LASS. Thus, since
TF < TP, there are far fewer (TF) large-scale computations needed to solve the 2nd-LASS
for obtaining the second-order sensitivities of a response with respect to the components of
the “feature” function f(«) 2 [f;(e), ..., frr(e)]" within the 2nd-FASAM framework, in
comparison to the considerably larger number (TP) of large-scale computations needed to
solve the 2nd-LASS for obtaining the second-order sensitivities of a response with respect
to the components of & £ (ay, ..., arp)" within the 2nd-CASAM framework.

Performing TP computations using the 2nd-LASS within the 2nd-CASAM method-
ology, each such computation corresponding to one of the TP first-order sensitivities
computed within the 1st-CASAM will yield a total of TP x TP second-order response
sensitivities with respect to the primary model parameters o = (ay, ... ,chp)+, thereby
computing the mixed second-order sensitivities twice, using distinct second-level adjoint
sensitivity functions. This property of the 2nd-CASAM provides an intrinsic mechanism
for verifying the accuracy of the adjoint sensitivity functions produced by solving the
corresponding 2nd-LASS.
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The above intrinsic verification mechanism, which ensures that the second-level ad-
joint sensitivity functions are computed accurately, is also inherent to the 2nd-FASAM.
Solving the 2nd-LASS corresponding to each of the TF first-order sensitivities computed
within the 1st-FASAM will yield a total of TF x TF second-order response sensitivities
with respect to the components of the feature function f(«) 2 [fy (), ..., fre(«)]’, thereby
computing the mixed second-order sensitivities twice, using distinct second-level adjoint
sensitivity functions. Due to the symmetry of the mixed second-order sensitivities, the
two distinct solutions of the respective 2nd-LASS must produce the same numerical result
for the second-order sensitivity under consideration. These considerations will be explic-
itly illustrated in the application to the paradigm particle transport model considered in
Section 6, below.

After applying the 1st-FASAM and the 2nd-FASAM to obtain the first-order and,
respectively, second-order sensitivities of a response R[u(x); &] with respect to the com-
ponents of the “feature” function f(«) 2 [f(w),..., frr(x)]’, the computation of the
second-order sensitivities of the response R[u(x); &| with respect to the components of
the vector « 2 (ay,...,arp)" of the primary model parameters is obtained at practically
no additional computational costs, by simply using the “chain rule” in conjunction with
Equation (57) to obtain:

0’R[u(x); o] o [ I 9R[u(x); o ofi(e) | . , ,
— , hi=1,...,TP; =1,...,j1. 154
duj,ouj, onj, 1; of  ow, [N " N 5y

6. Applying the 2nd-FASAM to Obtain the Second-Order Response Sensitivities to
Functions/Features of Parameters for the Paradigm Particle Transport Model
Considered in Section 4

This section illustrates the application of the 2nd-FASAM to obtain the exact expressions
of the second-order sensitivities of the “kerma” response [11] with respect to the compo-
nents of the “feature” function f(x) = [g1(x), g2(); h(ex); a; b]* for the paradigm particle
transport model introduced in Section 4. As has been shown in Section 5, the 2nd-FASAM
obtains the second-order sensitivities by computing “the first-order sensitivities of the first-
order sensitivities.” Since the “feature” function f() 2 [g1(«), g2(«); h(); a;b]" comprises
TF = 5 components, there are five first-order sensitivities R(!) []1 a0, f(oc)} £ 9R[u(x); ]/
dfj, h=1,...,TF =5, which were obtained in Equations (119)—(123). The second-order
sensitivities 9> R[u(x); f] /0 f1,9f,, 1, 2 = 1,..., TF = 5 of the model response with respect
to the components of f(x) 2 [g1(e),g2(x); h(ex);a;b]" will be determined by applying
the 2nd-FASAM to the first-order sensitivities R(!) [jl; @;a); f(cx)} . As has been shown in
Section 5, above, for each first-order sensitivity, there will correspond a “second-level adjoint
sensitivity function” which will be used for obtaining the second-order sensitivities that arise
from the respective first-order sensitivity. In general, a first-order sensitivity will depend on
both the original forward function and on the corresponding adjoint function; in general,
therefore, a “second-level adjoint sensitivity function” will be a two-component function,
having one component corresponding to the variation in the original forward function and
having the second component corresponding to the variation in the first-level adjoint sensi-
tivity function. For the illustrative particle transport model considered in Section 5, however,
an examination of Equations (119)—(123) reveals the following characteristics:

(i) The first-order sensitivity R() []1 = 1;a; f(oc)} £ 9R(¢; f)/9g1 () depends only on the
first-level adjoint sensitivity function al) (z,w). Hence, when applying the 2nd-FASAM,
the second-order sensitivities which will stem from R []1 =1;a); f(a)}
£ 9R(g;f)/9g1 () will be obtained in terms of a “two-component second-level adjoint
sensitivity function” A® (21 =1x) & [a(z)(l;jl =Lz,w)=0, a? (2 = 1;z,w)r

which will have a single non-zero component, a2 (2;j1 = 1,z,w), corresponding to sa),
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(ii) The first-order sensitivity R(! {]1 =2;¢;al); f(oc)} £ OR(¢; f)/9g2 () is the only first-
order sensitivity that depends on both the forward function ¢(z, w) and on the first-
level adjoint sensitivity function a(!)(z,w). Consequently, when applying the 2nd-
FASAM, the second-order sensitivities which will stem from R(1) { j1=2;¢;ah; f(cx)}
£ 9R(¢; f)/9g2 () will be obtained in terms of a “two-component second-level adjoint
sensitivity function” NG (2,1 = 2;x) £ [a(Z)(l;]'l =2;z,w), a2) (2,71 = 2;;2,(4))}4r
which will have two non-zero components: one component corresponding to J¢,
and the second component corresponding to da(l).

(ili) The first-order sensitivity R [j; = 3; ¢; f(x)] £ IR(g;f)/0h(cx) depends only on
the forward function,¢(z, w) but does not depend on the first-level adjoint sensitiv-
ity function a(!)(z,w). Hence, when applying the 2nd-FASAM, the second-order
sensitivities which will stem from R [j; = 3; ¢;f(a)] £ IR(g;f)/0h(cx) will be
obtained in terms of a “two-component second-level adjoint sensitivity function”
AP (2 =3;x) & [a(z)(l;h =3;z,w), a?(2;j; =3;z,w) = Or, which will have a
single non-zero component corresponding to d¢.

(iv) The first-order sensitivity R(1) {]1 = 4;a(1);f(cx)} £ 9R(g;f)/0a depends only on
the first-level adjoint sensitivity function a)(z,w). Hence, when applying the 2nd-
FASAM, the second-order sensitivities which will stem from R(!) {]1 = 4;401); f((x)}

£ 9R(¢; f)/da will be obtained in terms of a “two-component second-level adjoint sen-
sitivity function” A®?) (2,1 =4x) £ [a(z)(l;jl =4z,w)=0, a2 (21 = 4;z,w)r,
which will have a single non-zero component corresponding to dal!). This situa-
tion is similar to the determination of the second-order sensitivities stemming from
R {]1 = 1;01(1);f(oc)} £ 9R(g;f)/9g1(x), but the respective second-order adjoint
sensitivity functions will differ from each other because, although the respective 2nd-
Level Adjoint Sensitivity Systems (2nd-LASS) will have the same left-hand side, the
respective 2nd-LASS will have distinct right-hand sides (sources).

(v) The first-order sensitivity R()[j; = 5; ¢; f(x)] 2 9R(¢; f)/9b depends only on the for-
ward function ¢(z, w); it does not depend on the first-level adjoint sensitivity function
a1 (z,w). This situation is similar to the above “case (iii)” for RV [j; = 3; ¢; f(x)]
£ 9R(g; f)/0h(«). Hence, when applying the 2nd-FASAM, the second-order sensi-
tivities which will stem from RV [j; = 5; ¢; f(x)] £ 9R(¢; f) /b will be obtained in
terms of a “two-component second-level adjoint sensitivity function” A (2,71 =5;x)

2 {a(2)(1":5' @25 =52 w)=0]" which wi : _
i ;z,w), a\(2;j1 =5;z,w) =0| , which will have a single non-zero

component corresponding to §¢. Again, the 2nd-LASS corresponding to RV [j; = 5; ¢; f(cx)]
2 9R(¢;f)/0band RW[j; = 3; ¢; f(x)] 2 OR(¢; f)/0h(ex), respectively, will have the
same left-hand sides but different right-hand sides (sources).

The above considerations will be detailed in the following five subsections, below.

6.1. Applying the 2nd-FASAM to Compute the 2nd-Order Response Sensitivities Stemming from
the 1st-Order Sensitivity OR(¢; £) /g1 ()

The 1st-order sensitivity dR(¢; f) /9g1 () is defined in Equation (119), which is recast
into the following “response-like” form:

IR(¢; f

KO0 fsgat] 2 2Lt

) _ /1wdw/b aV(z,w)é(z — a)dz £ RM [1;a(1);f((x)] (155)
0 a

As has been noted by defining the last term in Equation (155), the 1st-order sensitivity
R {1; al); f(a)} £ 9R(¢;f)/9g1(cx) does not depend on the original forward function
¢(z,w) (i-e., the particle flux), but only depends on the first-level adjoint sensitivity func-
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tion a(!) (z,w). The digit “1” in the list of arguments of R(!) {1,‘ a®) ;f(a)} indicates that

R {1 ;a); f (cx)] is the “first to be considered” of the five first-order sensitivities of the

model response with respect to the five components of the “feature” function f( ), which
were obtained in Equations (119)-(123).

According to the principles of the 2nd-CASAM presented in Section 5, above, the
second-order sensitivities which stem from 0R(¢; f) /dg; («) are provided by the first-order

G-differential of R() {1;a(1);f(oc)} £ OR(¢;f)/9g1(x). Applying the definition of the
G-differential to Equation (155) yields the following relation:

(1) (1) (1) —4 f et ( ) (1) —a—
OR 1; ,'f ,'5 ;§f d 0 [ da)d
{ { a (x); da ]} 0 {dg|:fw w f ( + eda ) (z—a—eda) z} 0}60 ( )

a+eda

— (o0 (a0 )+ RO (baseaat)

where the direct-effect term {(5R(1) ( 1;a); £ (5f) depends only on variations Jf, while

0) dir

the indirect-effect term {51{(1)( ), £;6a01 ) 0} . depends only on variations da(!);
in

these terms are defined, respectively, as follows:

{5R<l> (1;a(1>,-f;5f) ao}dﬂ S {/1wdw [‘m(l);zz"")] (5a)} ) (157)
0 z=a

0

0 a

{(512(1) (1;u(1);f; (Sa(l)) cxo}ind £ {/1 dw/bwéa(l)(z,w)d(z - a)dz} } (158)

The direct-effect term defined by Equation (157) can be evaluated at this stage by using
Equation (116) to obtain:

da) (z,w) h()g2(e) | [82()(a—b)
[ dz T w2z P { w } (159
zZ=a
Inserting the result obtained in Equation (159) into Equation (157) yields:
{oRD (1;aM;50f) b 2 (Ga){h(e)g2(@)Er[ga(e) (@ = )]} 0 (160)
«” J dir

The indirect-effect term defined in Equation (158) can be evaluated only after having
determined the variational function éa(!) (z,w), which is the solution of the G-differential
of the 1st-LASS, which is, in turn, obtained by applying the definition of the (first-order)
G-differential to Equations (114) and (115), i.e.:

d d(a(1>+s§a<l>) (1) 1) :| }
Ll—w——a—-—-—<+ + &b a\t) 4 ¢eba
{df[ & (g2 edga) ) o0 e (161)

- {%[(h—l—séh)é(z—b—s&b)}“o} M ciep 0<w<l,

e=0
{% {u(l) <z =0 +s§b;w) + edaV) (z =1’ +£5b;w>} }8:0 =0,atz=10", 0<w<1 (162)

Carrying out the operations indicated in Equations (161) and (162) yields the following
2nd-Level Forward Variational System (2nd-LVSS) for the function da(") (z, w):

{moat o)+ p@a o)
- {—(5g2)a( )(z,w) + (8h)d(z — b) — (6b)h(x)' (z — b)} Lo <z<b0<w<],

[o4

(163)
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M
{[561(1)(2,60)}2:[7}“0 = —{ ldad(zz’w)] } —0, atz=1", 0<w<1 (164)
z=b) &0

In principle, the 2nd-LVSS could be solved to obtain 6aM(z,w) for every possible
variation in g», 6h and/or db, which would be prohibitively expensive and also unneces-
sary. Instead, solving the 2nd-LVSS is avoided altogether by recasting the expression of
the indirect-effect term by using a second-level adjoint function, which will be the solu-
tion of a 2nd-Level Adjoint Sensitivity System (2nd-LASS) to be constructed by applying
the general 2nd-FASAM as outlined in Section 5, above. As has been discussed in the

foregoing, the indirect-effect term {5R(1) (1; a ; (551(1)) . } L defined in Equation (158),
[0.4

m

only involves the variational function 8a(!) (z, w), but does not also involve the variational
function d¢(z, w). Consequently, the 2nd-level adjoint sensitivity function will comprise
a single non-zero component (which will correspond to da(!)) rather than two non-zero
components—as would have been the case if the first-order sensitivity had depended
on both the flux ¢(z,w) and the 1st-level adjoint sensitivity function a(!) (z,w). Hence,
the inner product appropriate for recasting {éR(U (1 a); £;6a1 )) 0} . in terms of a
second-level adjoint sensitivity function is the same as that defined in Equatlon (80). Thus,
introducing a one-component 2nd-level adjoint sensitivity function (which is as yet un-
defined), denoted as a2) (2;1;z,w), and forming the inner product of this function with
Equation (163), yields the following relation:

{fdwfa (2;1;z2, w){ wtsa (z,w) —l—gz(oc)&a(l)(z,w)}dz
Ofdwfdza (2,1;z,w) [—((5g2)a(1)(z,w) (169)
+(6h)6(z — b) — (6b)h(x)d'(z — b)]} so-

Note that the first argument of a(?) (2;1; z, w) indicates that only the “2nd-component”
of this “two-component second-level adjoint sensitivity function” is non-zero, while the
second argument in a2 (2;1;z, w) refers to the index/label “j; = 1,”which indicates that
this second-level adjoint sensitivity function will correspond to “the first considered”

first-order sensitivity.
Integrating by parts the left side of Equation (165) over the independent variable z

yields the following relation:

{}dwfh 1@ (2;1;z,w) [—w%éa(l)(z,w) +g2(cx)§a(1)(z,w)}dz}

“U
1
=[w { (2;1;a,w)8aM) (a,w) —a®(2;1; b,w)éa(l)(b,w)} . (166)
0 (o4

+{fdwf 5a(t) (Z,w) [wdi’za@) (2,1;z,w) +gz((x)a(2)(2; 1;z,w)}dz}
0 a o0

The last term on the right side of Equation (166) is now required to represent the
indirect-effect term defined in Equation (158) by imposing the following relationship:

1 b
{Ofdcuf 62V (z,w) [w;—za(z) (2,1;2,w) + g2(x)a? (2; 1;z,w)}dz}
1 b
= {fdwfwéa(l)(z,w)é(z — a)dz}
0 a

of (167)

0
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The relation in Equation (167) implies that the following equation holds, in the weak
sense, at the nominal parameter values:

{w%am(Z; Lzw)+ g(«)a? (2 1;z,w)} = {wé(z—a)} o0, a®<z<b% 0<w<1. (168)

The definition of the function 2 (2;1;z, w) is now completed by requiring that the
unknown value of the function da(!) (4, w) be eliminated from appearing on the right side of
Equation (168). This requirement is met by imposing the following condition to be satisfied
by the function a?) (2;1;z, w) on the model’s boundary:

a?(2;1;2,w) =0, at z=a° 0<w <1 (169)

Altogether, Equations (168) and (169) constitute the “Second-Level Adjoint Sensi-
tivity System” (2nd-LASS), for determining the second-level adjoint sensitivity function
a? (2;1;z,w). Since the 2nd-LASS does not depend on the parameter variations, it needs
to be solved only once in order to obtain a?) (2;1;z,w) For the paradigm model under con-
sideration, the 1st-LASS given by Equations (168) and (169) can be solved exactly to obtain
the following closed-form expression for the 2nd-level adjoint function a?)(2;1; z, w):

1) (2;1;2,w) = H(z — a) exp {gz(oc)i)a—z)} (170)

Collecting the results obtained in Equations (163)—(170) leads to the following expres-
sion for the indirect-effect term:

{5R(1> (1;a(1);f;(511(1)) “o}md — {;dwafbdz a@(2;1;2, )
x [—(5gz)a“)(z,w) + (6h)8(z — b) — (b)h(0)d (2 — b)] } (171)

_ {5R(1) [1;a(1);f;g(2) (2;1;z,w)] ao}md' "

Note that the dependence of {5R(1) [1;11(1); £;4(2) (2; l;z,w)} . } . on é6a1) has been
[0 4 m

replaced in the last equality in Equation (171) by the dependence on a?(2;1;z, w).
Adding the results obtained in Equations (171) and (160) yields the following relation:

{oR® [1;; 6(0);0® (25132, 0); 06|} | = (60) {h(e0)2(@) Er[ga(e0) (a = b))} o

[0

+{} o | dza® 2:1;2,0) [—(832)aV) (z, @) + (60)3(z — b) - (b)h(e)d' (2~ b) } e
0 a

ol

Note that the dependence of SR() {1; al; f(x); a2) (2; 1;z,w);(5f} on the variational
function da'!) has been replaced in Equation (172) by the dependence on the second-level
adjoint sensitivity function a(?)(2;1;z,w). Identifying the expressions that multiply the
respective components of 5f(o) = [6g1(), 62 (x); 6h(x); oa; 6b]", and using the expres-
sion for the 2nd-level adjoint sensitivity function provided in Equation (170), yields the

following results for the second-order sensitivities that stem from the first-order sensitivity
RMW[1; ¢; f(x)] £ R (g; £) /g1 (x):

{aRu)[l;a(l);f(oc)}} _{a2R(¢;f)} 0 (173)

dg1 (o) dg1(ex)agr (ex)
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e o .
0> (o) o0 0g2(x)dg1 () [ g0

= {fdwfdza (2,1;z, w)a<1)(z,w)} = —{h(ex)(b—a)E1[(b—a)g2(e)]} so

o0

ORW [1;01) £ (ox)] . 2R (¢
{ah() } o0 { 381 }

{fdwfdza (21z,w)é } = {E2[(b — a)g2(e)]} 40

IR [1,aV)f(ox)] [ PR(gif) B L da® (z,w)

{ o }ao_{aaagl(a)}ao_ bf wdw | T ol (176)
&

= {h()g2 () E1[(b — a)g2(ex)]} 5o

{M} - { PR(¢if) }
ab o0 abog (o) f o

= { fda)fdza (2;1;z, w)&’(z—b)} = —{h(x)g2(x)E1[(b — a)g2(x)]} yo-

o0

(174)

(175)

(177)

The validity of the expressions obtained in Equations (173)—(177) can be verified by
using the expressions of the first-order sensitivities provided in Equations (119)—(123).

6.2. Applying the 2nd-FASAM to Compute the 2nd-Order Response Sensitivities Stemming from
the 1st-Order Sensitivities OR(¢; f) /9ga ()

The 1st-order sensitivity OR(¢; f)/9g> () is defined in Equation (120), which is recast
into the following “response-like” form:

RW [2; q);a(l);f(cx)} a9 agz /dw/ w)dz (178)

The digit “2” in the list of arguments of R(!) {2; @;a); f(oc)} indicates that this is the
“2nd first-order sensitivity to be considered” of the five first-order sensitivities which were
obtained in Equations (119)—(123). As indicated in Equation (178), the first-order sensitivity
RMW2; ¢;a); f(oc)} depends on both the original forward function ¢(z, w) and also on the
first-level adjoint sensitivity function a!) (z, w).

According to the principles of the 2nd-CASAM presented in Section 5, above, the
second-order sensitivities which stem from 0R(¢; f) /dg> (&) are provided by the first-order

G-differential of R() [2; ¢;a); f(a)} £ 9R(¢;f)/9g2(ax). Applying the definition of the
G-differential to Equation (178) yields the following relation:

{oRD|2:9;a0);8:000;00); 58| | | = _{;E L@; dwasz (o0 +eau®) o HZ)(D)C&] ao}g_o (179)
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where the direct-effect term {5R(1) (2; Q; a)  f; (5f> o }d‘ depends only on variations Jf,
[o4 r
while the indirect-effect term {cSR(l) (2; @; aW:£6a), v(l)) . } . depends only on varia-
o4 m
tions 6a1) and v(1); these two terms are defined, respectively, as follows:

1
{oRD (2 9:aW;0¢) | £ —{(%)bf b ) } © (180)
[0 4

0

1
+{(5a)0f o) (s, ) p(a, w)dew } ,
{ ind

ES —{fldwfb {a(l)(z,w)v(l)(z,w) +5a(1)(z,w)q)(z,w)]dz} : (15D

The direct-effect term defined by Equation (180) can be evaluated at this stage by using
Equations (107) and (116) to obtain:

{(SR(l) (2; (p;a(l);f; §f) o0 }dir £ _ {f dwal b w)(p(b,w)}
of (182)

1
5a>{0fdwa<1><a,w>¢<a,w>} — (d0)g1(e)h(0)Ey[(b — a)ga(a)],
o0

Note that the first term on the right-hand side of Equation (182) vanishes because of
Equation (115). The indirect-effect term defined in Equation (181) can be evaluated only
after having determined the variational functions da!) (z,w) and v(1)(z,w). Recall that
the variation da(V) (z, w) is the solution of Equations (163) and (164), while the variation
(1) (z,w) is the solution of Equations (112) and (113). The need for solving repeatedly

these equations to obtain the functions éa(") (z, w) and v(!) (z, w) for all possible parameter
variation is circumvented by applying the 2nd-FASAM. Since the indirect-effect term

depends on both v1)(z,w) and 62 (z, w), the second-level adjoint function needed for
recasting the expression of the indirect-effect term will have two non-zero components,
and the inner product will therefore have the form shown in Equation (145). Thus, forming

the inner product of an as yet undefined second-level function of the form AP (2; 1=2Xx)
+

= [11(2)(1,']'1 =2z,w), a?(2;j; =2 z,w)} with Equations (112) and (163), respectively,

yields the following relation:

b

{fldwfa 12zw)[ L(Z)Jrgz( Yo (1)(z,w)]dz}

S8

{fldwfa (2;2;z,w) {—w%&a(l)(z,w) —|—g2((x)(5a(1)(z,w)]dz}
0

a

By (183)
{ (6¢2) fdwfa 12;z,w)(p(z,w)dz} {fdwfdza (2,2;z,w)
[~ (632000 (2,0) +(@)o(z ~ ) — (OLYA(@)8 (=~ )]} o

Integrating by parts the left side of Equation (183) over the independent variable z
yields the following relation:
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Fdeo [a® 2o (z10) )
Jdw [ a'®)(1;2;z,w) |0=—F"= + g2 (x)o'V (z,w) | dz
0 @ o0
1 b
-I-{fdwfa (2,2;z,w) [—w%&a(l)(z,w) +g2(oc)5a(1)(z,w)}dz}
0 o0
wda;{a 2)(1;2;b, w)oM (b, w) — a(z)(l;z;a,w)v(1>(a,w)} i
0., N (184)
—i—{fdwfv )[—w%a(Z)(l;Z,’Z,w) —Q—gz(a)a(z)(l;Z;z,w)}dz}
0 a ey
1
+fwdw{ 1@ (2;2;a,w)6aM (a, w) — a? )(2;2;b,w)5a(1>(b,w)} .
0 04
b
—i—{fdwf 6aV(z,w) {w%a(z) (2,2;2,w) + g2()a® (Z;Z;Z,W)}dz}
0 a «0

The second and the last term on the right side of Equation (184) are now required to
represent the indirect-effect term defined in Equation (181). This requirement is achieved
by imposing the following relationships for 2’ < z < b%; 0 < w < 1:

d
_— —_— (2) M M (2) M M = — (1)
{ WA (1,2z,w) + g2(x)a (1,2,z,w)} {a (z,w)} . (185)

0

{wddza@) (2,2,z,w) +gz(a)a(2)(2;2;2,w)} = —{p(z,w0)} 4 (186)

o4

The definition of the two-component function A®? (2;2;x) £ [a(z)(l;z;z,w),

+
a?(2;2;z, w)} is now completed by requiring that the unknown values of the functions

o1 (b, w) and da!) (a,w) be eliminated from appearing on the right side of Equation (184).
This requirement is met by imposing the following conditions to be satisfied by the function

+
A (2;2;x) £ {a(z)(l;z; Z,w), a2 (2;2; z,w)} on the model’s boundaries:
a2 (1;2z2,w0) =0, at z=1°, 0<w<1. (187)

a(z)(Z;Z;z,w) =0,at z=4d% 0<w<1. (188)

Altogether, Equations (185)—(188) constitute the “Second-Level Adjoint Sensitivity Sys-
tem” (2nd-LASS) for determining the second-level adjoint sensitivity function AP (2;2; X)
£ [a(z) (1,2;z,w), a2 (2;2;z, w)] +. Since the 2nd-LASS does not depend on the parameter
variations, it needs to be solved only once in order to obtain AP (2;2;x)
£ {a(z)(l;z; Z,w), a2) (2;2; z,w)} +. For the paradigm model under consideration, the

2nd-LASS given by Equations (185)—(188) can be solved exactly to obtain the following
closed-form expression for the two non-zero components of the 2nd-level adjoint function

1.
AP (2;2;7,w) & [a(z)(l;z;z,w), a(z)(Z;Z;z,w)} :

a(z>(1,.2;zlw):hc(u )exp{gz( o) (z b)} (189)

w

w

a?(2;2;z,w) = glc(uM (a—z)exp [‘SQ(O‘)(LZZ)] (190)
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Collecting the results obtained in Equations (181)—-(188) while using the boundary
conditions provided in Equations (113) and (164) leads to the following expression for the
indirect-effect term:

{5R(1> <2; @;aV); £; 5u<1);v<1))“0}md -

1 b
= —{(5g2)bfdw{ a<2)(1;2;z,w)(p(z,w)dz}

0

{jl dwj dza® (2;2;2,w) [—(5g2)a(1>(z,w) + (6h)5(z — b) — (6b)h(0)d' (2 — b)]}
ol (191)

{flwdwa (1;2;a,w) [(ng) + (5&)31(0‘252(0‘)}}
0

0

£ {6R(1) [2; q);a(l);f;A(z) (2; 2;z,w)} } .

ind

Note that the dependence of {(5R(1) (3,‘ o f; v(l)> . } J on the variational functions
& m
v(1(z,w) and 8a') (z,w) has been replaced in Equation (191) by the dependence on the
second-level adjoint sensitivity function A®) (2;2;z,w).
Adding the results obtained in Equations (191) and (182) yields the following relation:

1 b
{5R(1) [2; q);a<1);f; (5a(1);v(1);(5f}} .= —{((5g2)f dw [ a(z)(l;Z;z,w)qo(z,w)dz}
« 0 o0

a

{[dwf dza® (2;2;2,w) [f(égz)a(l)(z,w) + (6h)8(z — b) — (6b)h(x)d' (z — b)]}
W (192)

1
{Ofwdw 7@ (1;2:a,0) [ (631) + (5a)gl<°‘3§2<“>]} + (8a)g1 () () Ey [(b — @) g2 ()]

Poil

= {(5R(1) {2; (p;u(l);f;A<2) (2; Z;Z,w)éf] }“0

Identifying the expressions that multiply the respective components of 5f(o) £ [6g1 (cx),
3¢ (ex); 0h(x); 6a;6b])t in Equation (192) and using the expressions of the components of
the 2nd-level adjoint sensitivity function AP (2;2;2,w) yields the following results for the
second-order  sensitivities that stem from the first-order sensitivity

R(M {2; (p;a(l);f] £ 9R(¢; f) /982 (x):

PR(pif) | o |
Sr (o /wdcu d®(1;20,0) = (a - D(QE[(b—a)ga(a)];  (193)

P 1 b
az)zgéf(’f>) = —bfdwaf a®(1;2;2,w)¢(z,w)dz — gdwf dza® (2;2;z,w)aV (z,w) (194)

= —gi(e)h(e)(a — b) (b — a)Eo[ (b — a)g>(e)] = LB exp[(a — b)gy (a)];

2

i Ra?z / daw / dza®(2:2;2,0)é(z — b) = g1 () (a — b)Ex [(b — a)ga(e)] (195)
02R(g;f
aﬂag(j(x)) =48

o)h(e)E1[(b—a)g2(e)] + g1(x)g2(ex) f dw a®(1;2;0,w)
[ ( (196)

1[(b = a)g2(e)] + g1(e)h(e)(a = b)ga () Eo[(b — a)g2(ex)]
E1[(b — a)ga(ex)] — exp[(a —b)g2(e)]}
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1
W {w{dza (2,2;z,w)d'(z — b) o)
= —g1(e)() Ex[(b — a)g2(a)] — g1 (e)h(x)(a — b)ga (o) Eo[(b — a)2(ex)]
= g1(a)h(x){exp[(a — b)g2(x)] — Ex[(b — a)g2(x)]};

The validity of the expressions obtained in Equations (193)—(197) can be verified by
using the expressions of the first-order sensitivities provided in Equations (119)—(123).

6.3. Applying the 2nd-FASAM to Compute the 2nd-Order Response Sensitivities Stemming from
the 1st-Order Sensitivities OR(¢; £) /oh(x)

The 1st-order sensitivity OR(¢; f) /0h(«) is defined in Equation (121), which is recast
into the following “response-like” form:

RO[3; g7 £(o)] 2 aR

/dw/q)zw (z—b)dz (198)

It is evident that the 1st-order sensitivity R()[3; ¢; f(x)] £ 9R(g;f)/da does not
depend on the first-level adjoint sensitivity function aM(z,w), but only depends on the
original forward function ¢(z, w). The digit “3” in the list of arguments of R(1[3; ¢; f(ox)]
indicates that this first-order sensitivity is the “third to be considered” of the five first-order
sensitivities of the model response (with respect to the five components of the “feature”
function f), which were obtained in Equations (119)-(123).

According to the principles of the 2nd-CASAM presented in Section 5, the second-order
sensitivities which stem from oR(¢; f) /0h(«) are provided by the first-order G-differential
of R [3; ¢; f(x)] £ dR(¢; f)/0h. Applying the definition of the G-differential to Equation
(198) yields the following relation:

{(51{(1) [3; fP;f(a);v(l)f"SfH - {ds [} dwbjféb (q)er(l))(s(Z - Edb)dz} “0}8 o (199)

4
= {0RV B9 808) 0} + {0RD (3;9; f;”) oS

where the direct-effect term {(SR(U (3; @ £;0f) jo }d‘ depends only on variations 6f, while
r

the indirect-effect term {(5R<1) (3; o £ v(l)) . } . depends only on the variational function
04 m

v(1)(z,w); these terms are defined, respectively, as follows:

1
{RVG g;600) 0} 2 {(5b> / dw {d(”(;“’)} } (200)
ir 2—b o

0

{5R(l)(3; (P}f;U(l) md {/dw/ v(l (z,w)d(z — )dz}o‘0 (201)

The direct-effect term defined by Equation (200) can be evaluated at this stage by using
Equation (107) to obtain:

SR (3; ; £; o 2 J (6b) | deo [ 012
( /§9/ 7 )0‘0 dir ( ){ w dz 7=b (202)
«0

—(0b)g1(e0)g2 () E1[(b — a)g2(x)];

The indirect-effect term defined in Equation (201) can be evaluated after having deter-
mined the variational function v(!)(z, w), which is the solution of Equations (112) and (113).



Energies 2023, 16, 6356

41 of 51

As before, the need for solving the respective variational equations is avoided by construct-
ing an appropriate 2nd-LASS, by applying the principles of the 2nd-FASAM. This 2nd-LASS
is constructed by forming the inner product of Equation (112) with an as yet undefined
function a(® (1;3;z,w), to obtain the following relation:

; b do) (z,w)
[dw [a®)(1;3;z,w) | w72 —i—gz(oc)v(l)(z,w)] dz
© L, o (203)
= —{((5g2)f dw [ dza(2>(1;3;z,w)go(z,w)}
0 a

0

Note that the first argument of a?(1;3;z,w) indicates that only the “ first component”
of this “two-component second-level adjoint sensitivity function” is non-zero, while the
second argument in a2) (1,;3;z, w) refers to the index/label “j; = 3”, which indicates that
this second-level adjoint sensitivity function will correspond to “the third considered”
first-order sensitivity (namely: R1[3; ¢; f(«)] £ 9R(g; f)/0h).

Integrating the left side of Equation (203) by parts over the independent variable z
yields the following relation:

! b do) (z,w)
[dw [ a(z)(1;3;z,w) {wdz’ —I—gz(oc)v(l)(z,w)} dz
0 a o0

1

The last term on the right side of Equation (204) is now required to represent the
indirect-effect term defined in Equation (201), which is achieved by imposing the following
relationship over the domain O <z<b 0<w<1:

w dw{ a®(1;3;b, )M (b, w) — a®(1;3;a,w)o™M) (a,w)} (204)

«0

b
dw [0 (z,w) [—w%a(z)(l,’&z,w) +g2(oc)a(2)(1;3;z,w)}dz}

0

{—w;za(z)(l;&z,w) +g2(a)u(2)(1;3,‘z,w)} ={0(z—b)},0- (205)

The definition of the function a(?)(1;3;z, w) is now completed by requiring that the
unknown value of the function v(!) (b, w) be eliminated from appearing on the right side of
Equation (204). This requirement is met by imposing the following condition to be satisfied
by the function a?) (1;3;z,w) on the model’s outer boundary:

a?(1;3;2,w) =0, at z=1°, 0<w<1. (206)

Altogether, Equations (205) and (206) constitute the “Second-Level Adjoint Sensi-
tivity System” (2nd-LASS), for determining the second-level adjoint sensitivity function
a2 (1;3;z,w). Since the 2nd-LASS does not depend on the parameter variations, it needs to
be solved only once in order to obtain a?) (1;3;z,w). For the paradigm model under con-
sideration, the 1st-LASS given by Equations (205) and (206) can be solved exactly to obtain
the following closed-form expression for the 2nd-level adjoint function a?(1;3;z,w):

0@ (1;3;z,w) = [1 - H(z - b)]éexp [gz(“)fb)} (207)
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Collecting the results obtained in Equations (201)—(206) leads to the following expres-
sion for the indirect-effect term:

1 b
1) (2. . £ r(1) _ ) (1.2
{5R (3, ¢;£v )oco}ind {((ng)bfdw{ a (1,3,z,w)g0(z,w)dz} 0

1
0

L {(SR(l) (3; 9502 (1;3; Zf“’)) “0}

“0

ind

Note that the dependence of {(5R(1) (3; o £ v(l)) . } . on the variational function
& m

v(1)(z,w) has been replaced in Equation (208) by the dependence on the second-level
adjoint sensitivity function a(?(1;3;z, w).
Adding the results obtained in Equations (208) and (202) yields the following relation:

1 b
{5R(1) {3, Q; f((X);’()(l);(Sf} }0‘0 = —{(égz)b[dw{ a(z)(];f};;z,w)q)(zlw)dz} O

1
+{fwda) a® (1;3,0,) [dg1 + (5a)81(°‘)§2<“)}} (209)
0 o0

0

—l—{(éb)b}dw[d(’)gzz’w)}z_b}ao e {(51{(1) [3; @; f;a(z)(l;S;z,w);(Sf}}

Note that the dependence of {(SR(l) {3; ¢ f(x); o), (Sf} } , on the variational function
(04

v(1)(z,w) has been replaced in Equation (209) by the dependence on a(?) (1;3;z, w).

Identifying the expressions that multiply the respective components of 5f( o) = [6g1 (cx),
592 (); 6h(cx); da; 6b]T and using the expression for the 2nd-level adjoint sensitivity function
provided in Equation (207) yields the following results for the second-order sensitivities
that stem from the first-order sensitivity R([3; ¢; f(x)] £ 9R(¢; f) /9h:

’R(p;f) ; 1. -
ag1(@)oh(a) — 0/““1“’“ (1;3;a,w) = Ep[(b — a)g2(o)] (210)
27 - 1 b
% = —bfdwaf a?(1;3;z,w) (2, w)dz o)
= —g1(ax)(b—a)Eq[(b—a)g2(e)];
PR(p;f)
ah(e)on(e) (212)

210 . 1
m_gl(“)gwo/ d0a® (1:30,0) = g1(OR(Bb - gl @13)

2 ; / zZ, W
m = /d“’ {dq)(d; )L_b = —g1()g2 () E1[(b — a)g2(ax)] (214)

The validity of the expressions obtained in Equations (210)—(214) can be verified by
using the expressions of the first-order sensitivities provided in Equations (119)—(123).
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6.4. Applying the 2nd-FASAM to Compute the 2nd-Order Response Sensitivities Stemming from
the 1st-Order Sensitivities OR(¢; f) /0a

The 1st-order sensitivity OR(¢; f)/0a is defined in Equation (122), which is recast into
the following “response-like” form:

1 b
RW [4;a(1);f(oc)] = aa. = gl(oc)gz(oc)/ dw/a(l)(z,w)é(z—a)dz (215)
0 a

It is evident that the 1st-order sensitivity R(!) [4;51(1); f(oc)} £ 9R(¢; f)/9a does not
depend on the original forward function ¢(z, w), but only depends on the first-level adjoint
sensitivity function a(!) (z, w). The digit “4” in the list of arguments of R(!) [4,' a); f(oc)}
indicates that this first-order sensitivity is the “fourth to be considered” of the five first-
order sensitivities of the model response with respect to the five components of the “feature”
function f(«), which were obtained in Equations (119)—(123).

According to the principles of the 2nd-CASAM presented in Section 5, the second-order
sensitivities which stem from 0R(¢; f)/da are provided by the first-order G-differential

of R [4;11(1) ;f(oc)} £ OR(¢;f)/0a. Applying the definition of the G-differential to
Equation (215) yields the following relation:

{(5R(1) [4;a(1);f(oc);(5a(1);(5f] }

[o8

1 b+edb
204\ (g1 +edg1)(g2 +e0g) [ dw [ (am + s§a<1))(5(z —a— séa)dz} } (216)
0 o/ e=0

= 15RMW (4,04 £, 5¢ + (51:;;5“4;11(1)&;(5;1(1)
o0 «0

7
dir ind

where the direct-effect term {(5R(1) (4,' a; f; (5f) . }d' depends only on variations Jf, while
& i

the indirect-effect term {(5R(1) (4;11(1) £ (Sa(l)) } ; depends only on variations sa) ;
(04 m
these terms are defined, respectively, as follows:

1 b
{oRO (gat0iti06) |} = {<5g1>ng deo [ 4V (z,0)3(z — a)dz}
x ir 0 a “0 (217)

1 b 1 da®
+{<5gz>g1fdwfa<1><z,w>6<za>dz} +{<5a>gl<a>gz<a>fdw[“ d‘i"")]} :
0 a o0 0 = o0

{5R(1) (4;61(1); f; éa(1)> iy }ind

1 b
2 {81(“)82(0‘)/1160/ 6a) (z,w)d(z — a)dz} (218)
0 a

0

The direct-effect term defined by Equation (217) can be evaluated at this stage by using
Equations (116) and (159) to obtain:

{(5R(1) (4;a(1);f; (Sf) “O}dir £ (5{1){7&(06)5]2_(;)11(0&) exp[(a — b)gz(cx)]}“o (219)
+{[(081)g2(a) + (6g2) g1 (@) [h () Ex[(b — a) g2 ()]} so-

The indirect-effect term defined in Equation (218) can be evaluated after having deter-
mined the variational function 6a(!) (z, w), which is the solution of Equations (163) and (164),
but the need for solving variational equations is avoided by constructing an appropri-
ate 2nd-LASS, by applying the principles of the 2nd-FASAM. This 2nd-LASS is con-
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structed by forming the inner product of Equation (163) with an as yet undefined function
a2 (2;j1 = 4;z, w), to obtain the following relation:

{fdwf 1@ (2;4;z,w) [—w%éa(l)(z,w) +gz(a)5a(1)(z,w)}dz}

fldwfdza )(2;4;2,w) [—(5g2)a(1)(z,w) 220
0 a

+(5h)8(z — b) — (8b)h(x)8' (z — b)) } g0-

Note that the first argument of a®(2;1;z,w) indicates that only the “second compo-
nent” of this “two-component second-level adjoint sensitivity function” is non-zero, while
the second argument in a?) (2;4;z, w) refers to the index/label “j; = 4,”which indicates
that this second-level adjoint sensitivity function will correspond to “the fourth considered”
first-order sensitivity.

Integrating by parts the left side of Equation (220) over the independent variable z
yields the following relation:

1 b
{fdwf a(z)(2;4;z,w){ wtsaM (z,w) —l—gz(oc)&a(l)(z,w)}dz}
0 a o0

wdw{ 1 (2;4;a,w)6aM (a,w) —a?@ (2;1; b,w)&a(l)(b,w)} . (221)

o,
—-

b
—|—{fdwf 6aM(z, w) [w%a(z) (2;4;z,w) +g2(cx)a(2)(2;4;z,w)}dz}
0 a

0

The last term on the right side of Equation (221) is now required to represent the
indirect-effect term defined in Equation (218) by imposing the following relationship:

{fdwf&a V(z,w)|wka®(2;1;2,w) + g2(e )(2)(2;1;2,(0)}012}

—{ fldw

The relation in Equation (222) implies that the following equation holds, in the weak
sense, at the nominal parameter values for A <z<b? 0<w<1:

of (222)

[Ve— =

6aM(z,w)(z — a)dz}

0

{wjza(Z) (2452, w) + g2 (ex)a® (2;4;2,60)} = {g1(x)g2(ex)6(z —a)} 40 - (223)

(o4

The definition of the function a(®)(2;4;z, w) is now completed by requiring that the
unknown value of the function da(!) (a, w) be eliminated from appearing on the right side of
Equation (221). This requirement is met by imposing the following condition to be satisfied
by the function a?)(2;4;z, w) on the model’s boundary:

a?(2;42,0) =0, at z=a°, 0<w <1 (224)

Altogether, Equations (223) and (224) constitute the “Second-Level Adjoint Sensi-
tivity System” (2nd-LASS), for determining the second-level adjoint sensitivity function
1) (2;4;z,w). Since the 2nd-LASS does not depend on the parameter variations, it needs
to be solved only once in order to obtain a(?) (2;4;z, w) For the paradigm model under con-
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sideration, the 1st-LASS given by Equations (223) and (224) can be solved exactly to obtain
the following closed-form expression for the 2nd-level adjoint function a?)(2;4; z, w):

a? (2;4,z,w) =H(z—a)g1(x)g2(x )—exp [82();2)} (225)

Collecting the results obtained in Equations (220)—(225) leads to the following expres-
sion for the indirect-effect term:

1 b
W (4: 0. £ 540 — (2)(9-4-
{(SR (4,11 ;£ 0a )“O}ind {{dwafdza (2;4;z,w)

X [—(5gz)a(1)(z,w) + (6h)5(z — b) — (5b)h( )8’ (z — b)] } i (226)

_ {5R(1) [4;a(1);f;g(2) (2;4;z,w)] ao}md' “

Note that the dependence of {51{(1) {4; u(l); f; a2 (2;4;z, w)} o } ; on the variational
& m

function da'!) has been replaced in Equation (226) by the dependence on the second-level
adjoint sensitivity function 2 (2;1;z, w).

Adding the results obtained in Equations (226) and (219) (or Equation (217)) yields the
following relation:

ORM [4;01);£(a0); 0 (2:4;z,w); 0| } | = (60) { SRS exp(a — b)gs (o0)]}
+{[(6g1)g2(ex) + (6g2)81 ()| () Ex [(b — @) g2(2)]} o (227)
+{fdwfdzu (2:4;2,w) [7(5g2)u(1>(z,w) + (6h)3(z — b) — (6b)h()d' (z — b)]}
Identifying the expressions that multiply the respective components of 5f(o) £ [6g1(cx),
3¢ (ex); 0h(ex); 6a; 6b])t and using the expression for the 2nd-level adjoint sensitivity function
provided in Equation (225) yields the following results for the second-order sensitivities
that stem from the first-order sensitivity OR(¢; f) /da:

Lo

3; v 0/ dw / ) (z,w)8(z — a)dz = g (a)h()Er[(b — a)ga2(e)]  (228)

aazR((P;g) = jdwfba )(z,w)é(z — a)dz — fdwfdza L w)a? (2;4;2,w)

52 (e)da e 229)

= g1()h(a > 1[(b— a)ga()] — 1 ()h(e)g <a><bfa>Eo[<b 2)82(e0)]
= g1()h(){E[(b — a)ga(e)] — exp[(a — b)ga(e)]}.

BZR (p, /dw/dza (2,4;2,0)8(z — b) = g1(x)ga(x)E1[(b—a)ga(ex)] (230)
PR (@[ o[ —a@lp@Pie
XEo[(b— a)ga(e)] = SURLH) expl(a — b)ga(e1));

Th — fdwfdza (2:452,0)5'(z — b) = —g1 (o) g2(e) ()

0 (232)
XEo[(b = a)g()] :—%exp[(a—b)gz(a)].



Energies 2023, 16, 6356

46 of 51

The validity of the expressions obtained in Equations (228)—(232) can be verified by
using the expressions of the first-order sensitivities provided in Equations (119)—(123).

6.5. Applying the 2nd-FASAM to Compute the 2nd-Order Response Sensitivities Stemming from
the 1st-Order Sensitivities OR (¢; £) /ob

The 1st-order sensitivity OR(¢; f)/0b is defined in Equation (123), which is recast into
the following “response-like” form:

1 b
R[5 ¢; f(x)] £ {aRg(Z; f)} = —{h((x)/dw/ ¢(z,w)d (z — b)dz} (233)
x 0 a

0

As Equation (233) indicates, the 1st-order sensitivity R([5; ; f()] £ 9R(g; f)/db
does not depend on the first-level adjoint sensitivity function a!)(z,w), but only de-
pends on the original forward function ¢(z,w). The digit “5” in the list of arguments
of RV[5; ¢; f( )] indicates that this first-order sensitivity is the “fifth to be considered” (of
the five first-order sensitivities of the model response with respect to the five components
of the “feature” function f), which were obtained in Equations (119)-(123).

According to the principles of the 2nd-CASAM presented in Section 5, the second-order
sensitivities which stem from dR(¢; f) /9b are provided by the first-order G-differential of
RW[5; g; f(ax)] £ dR(g;f)/0b. Applying the definition of the G-differential to Equation
(233) yields the following relation:

{orR®) [5 g f(e0);0V; ] |

0
1 b+s%‘b
&t dl(hteoh) [ do [ (p+e00)d(z—b— eob)dz (234)
0 a+eda a0 ) e=0

(ot o0 )]

where the direct-effect term {(SR(U (5; @; £;0f) 40 }d‘ depends only on variations ¢f, while
r
the indirect-effect term {5R(1> (5; @ £; v(l)> . } ; depends only on variations v(1) (z, w);
& m
these terms are defined, respectively, as follows:

{5]2(1) (5; ¢; £; M)"‘O}dir £ —{(5h)0f1 dwfb ¢(z,w)é (z — b)dz}
a o0 (235)

oc)} dwfb ¢(z,w)d" (z — b)dz;
0 a

{JR(l) (5; (p;f;v(l))ao}md { /dw/ v(l) (z,w) (5’ (z—b)dz } (236)

0
The direct-effect term defined by Equation (235) can be evaluated at this stage by using
Equation (107) to obtain:
:| z=b } o0

{(SR()(S(p,f(Sf } {fd[

1 2
+{ () [ do| 5 L_b} = —{(oM)g1()g2( ) Ex[(b — @)g2(0)]} o
+{ (6b)g1(@)(e) (2 ()] Eo[(b — a)g2(e)]}

The indirect-effect term defined in Equation (236) can be evaluated after having deter-
mined the variational function (1) (z, w), which is the solution of Equations (112) and (113),

(237)

«0
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but the need to solve the respective variational equations is avoided by constructing an
appropriate 2nd-LASS, by applying the principles of the 2nd-FASAM. This 2nd-LASS
is constructed by forming the inner product of Equation (112) with an as yet undefined
function a(® (1;5;z, w), to obtain the following relation:

{fldwj a?(1;5;z,w) ww—i-g( x)v m(z,w)}dz}

o? (238)
{ 3g2) fdwfdza (1,52, w)cp(z,w)}

0

Note that the first argument of a®(1;5;z, w) indicates that only the “first component”
of this “two-component second-level adjoint sensitivity function” is non-zero, while the
second argument in a2) (1,5; z, w) refers to the index/label “j; = 5”, which indicates that
this second-level adjoint sensitivity function will correspond to “the third considered”
first-order sensitivity (namely: R1[5; ¢; f(«)] £ 9R(g; f)/0h).

Integrating the left side of Equation (238) by parts over the independent variable z
yields the following relation:

{fldwfba 15zcu){ dv(( )—I—gz( x)v m(z,w)}dz}

wdw{ (1;5;b, )M (b, w) —a(z)(l;S;a,w)v(l)(a,w)} (239)

1

_ }
1

{f wfv 1)za))[ wia?)(1;5z,w) + g2 (e )(2)(152w)}dz}
0 a

0

The last term on the right side of Equation (239) is now required to represent the
indirect-effect term defined in Equation (236), which is achieved by imposing the following
relationship over the domain O <z<b 0<w<1:

{—w;lza(z)(l;&z,w)+gz(a)a(2)(l;5;z,w } = —{h(«)d'(z—Db)} 40 (240)

The definition of the function a(?)(1;5;z, w) is now completed by requiring that the
unknown value of the function v(!) (b, w) be eliminated from appearing on the right side
of Equation (239). This requirement is fulfilled by imposing the following condition to be
satisfied by the function a) (1,5;z,w) on the model’s outer boundary:

a?(1;5,z,w) =0, at z=1°, 0<w<1. (241)

Altogether, Equations (240) and (241) constitute the “Second-Level Adjoint Sensi-
tivity System” (2nd-LASS) for determining the second-level adjoint sensitivity function
a2 (1,5;z, w). Since the 2nd-LASS does not depend on the parameter variations, it needs to
be solved only once in order to obtain a?) (1,5;z,w). For the paradigm model under con-
sideration, the 1st-LASS given by Equations (240) and (241) can be solved exactly to obtain
the following closed-form expression for the 2nd-level adjoint function a®(1;5;z,w):

0@ (1;3;2,w) = @5(2— —b)+ [H(z—b) —1] h(“zfzz(“) exp [gz(“)f - b)] (242)
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Collecting the results obtained in Equations (236)—(241) leads to the following expres-
sion for the indirect-effect term:

a

{5R(1)(5;<p;f;v(1)) } = {((ng)f j]’a(z)(l;S;z,w)go(z,w)M}

1
[wdwa®(1;5;a,w) {((5&) + (5@%} } (243)
0

= {(5R(1) (5; ¢;£a2) (1;5; Z,W))ao}»

ind

0

Note that the dependence of {(5R(1) (5; o £ v(l)) . } . on the variational function
& m

v(1)(z,w) has been replaced in Equation (243) by the dependence on the second-level
adjoint sensitivity function a(?(1;5;z, w).
Adding the results obtained in Equations (243) and (237) yields the following relation:

a

1 b
{(5R(1) {5;4’&(0&);0(1);5@} . { 6g0) [dw [ a )(1;5;2,60)(;7(2,60)(12}
x 0 o
1 0
+ fwdwa(2’<1;5; a,w) [(5&) + (MW}

{ Ofld [dfpf,zz"")}z_b}“o + {(517);1(“) of d“’{dz‘fffz'qu_b}“o
{ R(1) {5 ¢; £;a2 )(1;3;z,w);5f”

(244)

—_

0

Identifying the expressions that multiply the respective components of 5f( o) = [0¢7 (cx),
3¢ (ex); 0h(ex); 6a; 6b])t and using the expression for the 2nd-level adjoint sensitivity function
provided in Equation (242) yields the following results for the second-order sensitivities
that stem from the first-order sensitivity RV [5; ¢; f()] 2 9R(¢; f) /0b:

2 . 1
m = /a(z)(l;S;a,w)wdw = —g(a)h(x)E1[(b—a)g(x)] (245)
2R( 1 b
agz —bfdwufa )(1;5;2,w) (2, w)dz s
:—g1< (@) Ex[(b — a)g>(e0)] + g1 (e)ga(e)h(e0) (b — ) Eo[(b — a)ga(e)]
1 (@) {~ Fa[(b — )ga(@)] + expl(a — b)ga(o0)] 1
2 . 1 7w
el = [ao[ )] pp@Ele-Dn@] o)
0 =
2 . 1
T = i@l [ D G5 0o = —g@b(@g@F
xEo[(b— a)g2(a)] = —SURLUM) exp(b — a) g5 (o0));
PG —hie [ o £552] | —g(@h(@ln@ R0 -0n@]

_ %exp{(a—b)gz(“”'

The validity of the expressions obtained in Equations (245)—(249) can be verified by
using the expressions of the first-order sensitivities provided in Equations (119)—(123).
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6.6. Comparing Computational Efficiencies: The 2nd-FASAM vs. 2nd-CASAM

As has been shown in the foregoing Section 6.1-6.5, each of the five first-order sen-

sitivities of the model response to the components of the feature function f(«x)

£ [s1(x),

92(); h(x); a; b]" has given rise to five second-order sensitivities. The ten mixed second-
order sensitivities have been computed twice, each time using two distinct second-level

adjoint sensitivity functions, as follows:

2R (g;f 2R (g;f
et = ‘fd“’f dza® (21,7, )a) (z,w) = s

1
= Ofa)dw a?(1;2;a,w) = (a — b)h(&)E [(b—a)g2 ()] ;

1

2R 2R (g;f
W Ofdwfdzaz)2lzw)(5(z b):%«.f%
= Ofwdwa 2)(1;3;a,w) = Ex[(b — a)g2(0)] ;
1
2R(g;f
aaagl(a Ofwdw{ Zw)}z_u = ((cf)a)a
1 b
= gz(a)bdeI a1 (2,0)é(z — a)dz = g2 (e)h() Ex[(b — a)g2 ()]
a
3R (g;f 3R (g;f
%—— fdcufdza 21zw)5’(z—b):ag1((z)a)b

b} (L5a,w)wdw = —g(x)h(x)E1[(b—a)g(x)];

?R(¢ L 2R (o;f
i (x)agz 5 = Ofdwadza (2,2,z,w)8(z —b) = 79&(“()(5;[()“)

= —fldwfb a2 (1;3;2,w) (2, w)dz = g1 () (a — b)Er[(b — a)ga(x)] ;

% = g1(0)(@)E[(b — )32 ()] + 81(a) f dw a) (1;2;0,w)
= aang(( fdcufa 8(z—a)dz — fdwfdza )a(z)(2;4;z,w)
= 81(x)h(x ){E1[( —ﬂ)gz( )}—eXP[( b)g2(ex )]}

%: fdwfdza (2;2;z,w)é'(z — b)

= Bang(o(cP?b = —flda)f 1 (1;5;z,w)p(z, w)dz

0 a
= g1()h(x){exp[(a — b)g2(a)] — Ex[(b — a)g2()]} ;
T = $1(e0) f deoa® (1;3;0,) = Gl

O}dwf dza? (2;4;z,w) 8(z — b) = g1 () g2(x)E[(b — a)g2 ()] ;

(250)

(251)

(252)

(253)

(254)

(255)

(256)

(257)

(258)
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2R (p;f 1 b 2R(g;f
- (@) [ deo [ dza® (2:4;2,0)3'(2 - b) = S
a
(259)

1
= s1(2)g2(00 [ a0 (15,0} = — Ul exp(a — b)gy(a)]

As the relations shown in Equations (250)-(259) indicate, the 2nd-FASAM provides
an intrinsic verification, based on the symmetries inherent to the mixed second-order
sensitivities, of having correctly solved the original forward system, the 1st-LASS, and
the five 2nd-LASS for the five second-level adjoint sensitivity functions, all of which are
involved in the expressions of the mixed second-order sensitivities.

The determination of the second-order response sensitivities to the primary model
parameters o £ (g, . ..,an)+, where TP = 2MA + 2MB + 2MD + MQ + 2, defined
in Equation (72), is accomplished by using the chain rule provided in Equation (154),
together with the expressions of the five first-order response sensitivities with respect to
the components of the feature function f(a) £ [g1(«), g2(a); h(x); a; b]’, as provided in
Section 4.2, Equations (119)—(123), and the second-order response sensitivities with respect
to the components of the feature function provided in Sections 6.1-6.5.

Alternatively, it would have been possible to apply the 2nd-CASAM [7,8] to determine
the second-order sensitivities (of the response) directly, with respect to the primary param-
eters o 2 (a1,...,arp)’, by using the TP = 2MA + 2MB + 2MD + MQ + 2 first-order
sensitivities with respect to the primary parameters. Evidently, following this procedure
would have required TP = 2MA 4 2MB + 2MD + MQ + 2 large-scale computations for
solving the TP 2nd-LASSystems, each of which would have corresponded to one of the TP
first-order sensitivities. It is evident that two of these computations would stem from the
first-order sensitivities to the boundary parameters a4 and b, which are also responsible for
two of the five 2nd-LASS computations involved in the 2nd-FASAM,; recall that the “fea-
ture” function f(&) £ [g1(), g2(x); h(ex); a; b’ comprises just three bona fide “features”,
namely ¢1(«x), g2(«) and h( ).

Even for the simple paradigm shielding model considered in this work, it is evident
that the 2nd-FASAM is computationally significantly more advantageous to use rather
than the 2nd-CASAM: the 2nd-FASAM requires five large-scale computations (plus in-
significant additional analytic computations for applying the chain rule) to obtaining all
of the second-order sensitivities with respect to the primary model parameters, while the
2nd-CASAM would require TP > 70 large-scale computations to obtain these second-order
sensitivities. By comparison, even the simplest-minded four-point finite-difference scheme
would require 4 x TP x (TP +1)/2 = O(10%) large-scale computations, and would at best
provide approximate values (whin second-order errors of the finite-difference step-size) for
the respective second-order sensitivities.

7. Conclusions

This work has introduced the newly developed “First-Order Function/Feature Adjoint
Sensitivity Analysis Methodology” (1st-FASAM) and the “Second-Order Function/Feature
Adjoint Sensitivity Analysis Methodology” (2nd-FASAM). These methodologies enable the
most efficient computation of exactly obtained expressions of the first-order (1st-FASAM)
and, respectively, second-order sensitivities (2nd-FASAM) of a model response with respect
to a function (“feature”) of primary model parameters. For the computation of such first-
order sensitivities, the 1st-FASAM requires a single large-scale computation, which is
needed for solving the “first-level adjoint sensitivity system (1st-LASS). This is similar to
the computational requirement needed by the extant 1st-CASAM [7,8] for obtaining the
sensitivities to the primary model parameters. For computing the second-order sensitivities,
however, the 2nd-FASAM requires only as many large-scale (adjoint) computations as
there are component “features.” In contradistinction, the 2nd-CASAM requires as many
large-scale (adjoint) computations as there are primary parameters. Since the number of



Energies 2023, 16, 6356 51 of 51

“features” in a computational model is invariably smaller than the number of primary
model parameters, the 2nd-FASAM is always more advantageous to use, computationally,
than the 2nd-CASAM. All of these considerations were demonstrated in this work by using
a simple particle transport/shielding model which admits closed-form analytic expressions
for all of the first- and second-order sensitivities.

In all cases, however, both the 2nd-FASAM and/or the 2nd-CASAM are vastly more
efficient to use than conventional finite-difference or statistical methods, which are not only
exorbitantly expensive computationally but cannot produce exact expressions for any sensi-
tivity because of their very foundation. Ongoing work aims at extending/generalizing the
2nd-FASAM to enable the computation, with unparalleled efficiency, of exactly-obtained
expressions of model response sensitivities of an arbitrarily high-order with respect to
functions/features of primary model parameters. The gains in computational efficiency are
expected to increase exponentially with the increase in the order of the respective sensitivi-
ties. It is envisaged that these innovative aspects and computational gains will be illustrated
by using graphs and tables in conjunction with both analytical and numerical examples.
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