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The propagation of the error covariance is an important, but not well-understood, aspect
of the statistical estimation of dynamical systems, such as data assimilation. One problem of-
ten encountered during covariance propagation in data assimilation is spurious loss of variance,
in which the estimated variance under-approximates the exact variance. Current approaches to
understanding and combatting this issue are formulated primarily in discrete terms and often fall
short of addressing fundamental causes. In an effort to understand the root cause of this spurious
loss of variance, this thesis closely examines the underlying continuum covariance dynamics. Mo-
tivated by atmospheric data assimilation, the problem for states governed by the continuity and
other related hyperbolic partial differential equations is considered. By analyzing the continuum
covariance propagation, this thesis is the first to identify a discontinuous change in the continuum
covariance dynamics along the hyperplane @y = x2. Through a series of numerical experiments
and error analysis of full-rank covariance propagation, this work then demonstrates that standard
methods of variance propagation are inherently inaccurate because of this discontinuous change in
the continuum covariance dynamics. The result in discrete space is inaccurate variance propaga-
tion, in which full-rank covariance propagation can produce both spurious loss and gain of variance
by approximating the incorrect continuum dynamics. Based on the insights gained from the con-
tinuum analysis and numerical experiments, an alternative method to mitigate this inaccurate
variance propagation is proposed. As part of this attempt, this thesis develops a new correlation
function required to implement the proposed alternative method of covariance propagation, and
with immediate uses in other areas of data assimilation.

By studying the continuum problem, this research provides a new perspective on covariance

propagation that can strengthen our understanding of its practice in data assimilation applications.
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Chapter 1

Introduction

Data assimilation is an application of Bayesian estimation to a dynamical system. This
approach statistically combines a dynamical model and observational data, taking uncertainties
into account, to determine the best estimate of initial model states and unknown parameters (e.g.,
Kalman, [1960; [Kalnay, 2003} Evensen, [2009). Data assimilation plays a key role in large-scale
geophysical applications and directly impacts society, for instance, through numerical weather
prediction (NWP) by improving forecast accuracy (Kalnay, 2003} Bauer et al., 2015).

Uncertainty is an essential component of data assimilation and is quantified through the
estimation error covariance. Data assimilation techniques evolve the estimation error covariance
along with the model state, either explicitly as in the Kalman filter, implicitly as in variational
methods, or using a reduced-rank approximation as in ensemble schemes (Kalman, [1960; Talagrand
and Courtier, |1987; |Courtier and Talagrand, [1987; [Evensen, [1994). To provide context for the
problem addressed in this thesis, consider a stochastic model state N-vector g that is propagated

forward discretely in data assimilation schemes from time ¢;_1 to tz as

g, = My k-195-1, (1.1)
where M, 1 is the deterministic NV X N propagation matrix representing the model dynamics.
For simplicity, we consider here the linear case with no forcing, random or otherwise. From the
model state we can define the N x N symmetric positive semi-definite covariance matrix at time

tk,

Py, = E[(qx — @) (ax — @) "]: (1.2)



where E[-] is the expectation operator, g, = E[q,] is the mean state, and superscript T denotes
transpose. The basic equation of discrete covariance propagation then follows directly from the

discrete state propagation in Eq. (1.1)),
Pr=Mpj 1(Mgj1Pr1)", (1.3)

where Pj_q and Py, are the covariance matrices at times t;_1 and t, respectively (Kalman, [1960;
Jazwinski, 1970, Ch. 6). We omit a process noise term in Eq. and will address this in later
discussions.

Covariance propagation, Eq. , is a challenging mathematical problem that is highly
relevant to data assimilation applications. Explicit computation of Eq. is computationally
expensive, even in modest-sized systems. Data assimilation is typically practiced in large-scale
geophysical settings, such as NWP, which currently has dimensionality N on the order of 10?, for
example. In particular, inaccurate covariance propagation is a significant mathematical issue that
can have serious consequences in data assimilation applications. One such example is spurious loss
of variance, which if not addressed can lead to poor performance of data assimilation techniques and
even filter divergence in ensemble-based schemes (Maybeck, |1982; Houtekamer and Mitchell, |1998;
Furrer and Bengtsson, 2007)). This variance loss is often attributed to reduced-rank approximations
of the covariance or to numerical dissipation or diffusion. Thus, current methods to combat variance
loss are formulated in discrete terms and can fall short of addressing fundamental causes.

It is typically assumed that if the numerical method accurately propagates the state, it is
sufficient for the covariance. Therefore, Eq. itself is often overlooked as a source of inaccurate
covariance propagation in data assimilation applications. As shown in this thesis for advective dy-
namics, this assumption is incorrect because of the fundamental nature of the continuum covariance
dynamics. In fact, the problem is more than just spurious loss of variance, but rather is inaccurate
variance propagation. To demonstrate this requires returning to the continuum formulation of co-
variance propagation, which is not often done in the data assimilation literature. Through careful

analysis of the continuum covariance propagation, my thesis uncovers the fundamental cause of



inaccurate variance propagation in advective systems.

1.1 Background and Motivation

In the past, spurious loss of variance has primarily been discussed in the context of ensemble

schemes (e.g., Maybeck, (1982 Tippett et al., [2003; Evensen, 2009, and references therein), where

it can be attributed to the use of reduced-rank covariance representations (Furrer and Bengts-|

, 2007). As a result, several auxiliary methods have been developed to circumvent spurious

loss of variance and prevent filter divergence (e.g., /Anderson and Anderson, 1999; Mitchell and

[Houtekamer], [2000} [Tippett et al., 2003} [Houtekamer and Mitchell, 2005} [Cohnl, [2010; Berner et al.)

2017; [El Gharamti, [2018). It has been observed, however, that even full-rank covariance propaga-

tion can result in loss of variance, particularly for advective dynamics (Ménard and Chang} 2000;

Ménard et al., 2000; Lyster et al. 2004; [Ménard et al., 2021). Figure is one such example,

where Ménard et al. (2000) observes variance loss caused by full-rank covariance propagation (i.e.,

Eq. in the case of the two-dimensional advection equation. Panel (a) of Fig. plots the
variances extracted from full-rank covariance propagation (Eq. in contrast to panel (b) which
computes the variance directly.

The difference between panels (a) and (b) of Fig. suggests the loss of variance may
actually be caused by the dynamics and numerical propagation, rather than from reduced-rank
representations of the covariance. The loss of variance in Fig. [I.I] occurs globally but is most
pronounced in the southern hemisphere. In this region, strong horizontal wind shear elongates
correlation lengths along the direction of the flow while shrinking correlation lengths orthogonal to

the flow. As these correlation lengths orthogonal to the flow shrink, gradients near the covariance

diagonal become sharp and variance loss is observed (Ménard et al., 2000, pp. 2659-2660). Other

works, such as Lyster et al| (2004) and Ménard et al. (2021)), observe a similar phenomenon: as

correlation lengths shrink, variance loss tends to becomes worse. As a consequence, the spurious loss

of variance observed during full-rank covariance propagation is attributed to numerical dissipation

or diffusion (Ménard et al.|2000, p. 2667; [Pannckoucke et al.|2021, p. 8), or the inability to resolve




-180 -120 -60 0 60 120 180

"1.010

-30
Q 1.09Q
-60 ~1020 n

I W
\
0
%
. A. :
%0 — ." s> > 1.020

-180 -120 -60 0 60 120 180

2

Figure 1.1: Figure 1 from Ménard et al. (2000), illustrating the variances o associated with

covariances P on an isentropic surface of Earth’s atmosphere governed by the advection equation
(Eq. for by = by = 0). Panel (a) plots the variances extracted from the full-rank covariance
propagation, Eq. , propagated forward in time 4 days with unit initial variance. Panel (b) plots
the variance obtained by numerically solving the variance equation, Eq. for b = 0, directly up
to the same time as in panel (a) with unit initial variance.



correlation lengths (Lyster et al., 2004} p. 2327).

Up to this point, the underlying cause of spurious loss of variance during the propagation
of covariances has been unclear. Most often it is attributed to reduced-rank representation of the
covariances, or in the case of advective systems, numerical dissipation during full-rank propagation.
My thesis shows that the fundamental source of variance loss in advective systems is not simply due
to low-rank approximations or numerical dissipation, but is caused by the continuum covariance
dynamics itself. My thesis demonstrates that standard methods of variance propagation, namely
that associated with Eq. , are inherently inaccurate because the hyperplane ¢, = x5 is a
characteristic surface for advective dynamics. This characteristic surface results in a discontinuous
change in the continuum covariance dynamics, which then causes problems when evolving variances
according to Eq. . Therefore, the spurious loss of variance observed during full-rank covariance
propagation is actually a manifestation of inaccurate variance propagation.

We can gain an intuitive sense for why covariance propagation can cause inaccurate vari-
ance propagation by interpreting the problem through the lens of differential equations. Standard
methods of covariance propagation, i.e., Eq. , treat the covariance as two problems in /N space
dimensions, where NV is the dimension of the state: the propagation matrix My, ;1 is derived from
the state dynamics in N space dimensions, and then applied twice to the covariance, first along its
columns and then along its rows. The covariance, however, is a quantity in 2N space dimensions
with properties that cannot necessarily be captured in this way, such as the characteristic surface
x1 = x2 in advective systems. In addition, the discontinuity along the hyperplane x; = @5 is not
treated carefully for standard implementations of Eq. , whereby acting along the columns and
rows, Eq. approximates across this discontinuity. My thesis shows that the inherent structure
of Eq. , coupled with the discontinuous change in the continuum dynamics along x; = x9, is
the underlying cause of inaccurate variance propagation. This is not a problem of numerics, per
se, but rather is a problem that occurs when passing from the continuous to discrete problem.

The objective of my thesis is to carefully present the problem of inaccurate variance propaga-

tion associated with covariance propagation, identify its source in advective systems, and open the



door to potential solutions. By approaching covariance propagation from the continuum, my thesis
is able to rigorously demonstrate that the fundamental problem is caused by the continuum dy-
namics itself, affecting full-rank covariance propagation and therefore its low-rank approximations.
In its totality, this work provides a new perspective on covariance propagation for data assimilation

applications.

1.2 Research Objectives and Scope of Work

The results of this thesis directly impact geophysical data assimilation applications that rely
on advective dynamics, such as general circulation models and chemical transport models. Thus,
this work is scientifically relevant and impactful within the data assimilation community while
remaining mathematically rigorous.

Motivated by atmospheric and other large-scale, geophysical data assimilation applications,
consider states ¢ = ¢(x,t) governed by the following hyperbolic partial differential equation (PDE)

on the surface of the sphere of radius r > 0, = € S2,
g +v-Vg+bg=0, (1.4)
q(z, to) = go(x),

where the initial state gy is stochastic, while scalar b = b(x,t) and velocity field v = v(x,t) are
deterministic. For b =V - v, Eq. (1.4]) represents mass conservation (e.g. Holton and Hakim)| 2013|

Ch. 2.5), and b = 0 yields the advection equation. The covariance P = P(x1,x2,t) is defined as

P($1, L2, t) = E{ [Q(wb t) - Q(wla t)] [Q(w% t) - a(w% t)] }? (1'5)

where E{-} is the expectation operator and § = E{q} denotes the mean state. From the state
equation, Eq. (1.4)), and the covariance definition in Eq. ((1.5]), the covariance satisfies the following

hyperbolic PDE for @1, x3 € S,

P, +v,-Vi P+v3:Va P+ (b +b)P =0,

P(z1,x2,t0) = Po(x1, T2). (1.6)



Subscripts 1,2 denote quantities evaluated with respect to @1, s, respectively, with V; denoting
the gradient with respect to x; for i =1, 2.

Both the model state and covariance equations given in Eq. and are hyperbolic
PDEs, the former in two space dimensions and the latter in four. For the covariance equation, the
characteristic (or trajectory) equations that describe the coordinate vectors x; and @2 of parcels
located initially at coordinates s; and so, respectively, both satisfy the same ordinary differential

equation,

dx
i v(x(t),t), (1.7)

x(tp) = s,

(Shearer and Levyl, 2015, following their Ch. 3 notation). The coordinate vectors x; for i = 1,2 can
be written as x; = x(t; s;), which is the solution to Eq. that represents the arrival point x; at
time ¢ of the characteristic (trajectory) departing from the point s; at ¢y9. In the case that initial
parameters for x; and x9 are equal, s; = sg, then it follows from Eq. that &1 and xo are also
equal, 1 = x(t;81) = x(t; s2) = xy . Therefore, initial covariances that start on the hyperplane
x] = x2 (i.e., 51 = 82) remain on x; = xy for all time, implying that the @i, x2-hyperplane is
everywhere characteristic (Cohn, (1993, p. 3130).

As shown in Ch. |2} there is a discontinuous change in solutions to Eq. along the a1, xao-
hyperplane in the limit as correlation lengths tend to zero, for example in the vicinity of sharp
gradients in the velocity field which can arise naturally, as seen for instance in [Lyster et al. (2004).
For initial states qp that are spatially correlated, meaning initial covariances F, have nonzero
initial correlation lengths, the dynamics along the covariance diagonal satisfy the variance equation,

0? = o?(x,t) for ¢ € S,

02 +v-Vo? 4 2b0* =0, (1.8)

0'2(33, to) = ag(m).

However, for initial states gy that are spatially uncorrelated, we will see in Ch. [2] that the dynamics



along the diagonal instead satisfy the continuous spectrum equation, for P¢ = P¢(x,t) and = € S?,

Pf4+v-VP'+ (26— V -v)P°=0, (1.9)

Pz, to) = Fy(),

which is distinct from the variance equation for divergent velocity fields (i.e., V - v # 0), as is the
case in most geophysical applications.

This discontinuous change in the continuum dynamics along the @1, xo-hyperplane as cor-
relation lengths tend to zero, as demonstrated in this thesis, is the direct cause of the inaccurate
variance propagation associated with Eq. . Chapter (3| illustrates numerically that as corre-
lation lengths become small, the discrete dynamics along the diagonal of the covariance matrix
change and do not approximate either Eq. or Eq. . The inaccurate variance propagation
observed during discrete covariance propagation is not an issue of the numerical method. As shown
in Ch. even for a numerical scheme that is chosen to preserve conservation properties of the
state, variance, and covariance, inaccurate variance propagation is still significant. These examples
are highly relevant in geophysical applications, particularly for chemical transport models, where
correlation lengths orthogonal to the flow shrink in regions of wind shear (e.g., Fig. . Increasing
the spatial resolution will not necessarily mitigate the resulting inaccurate variance propagation,
as correlation lengths in these regions will continue to shrink regardless of the grid resolution.

The cause of inaccurate variance propagation can be seen explicitly by analyzing how Eq.
approximates the continuum dynamics along the covariance diagonal. For standard spatial dis-
cretizations, Eq. will approximate diagonal elements with off-diagonal elements. Recall that
by positive semi-definiteness of the covariance, off-diagonal elements are necessarily smaller than
the diagonal elements: ij < B;;Bj; for any symmetric positive semi-definite matrix B and any ar-
bitrary row and column indices 7, j. Thus, as correlation lengths shrink or, more generally, as sharp
gradients form near the diagonal, one would expect that Eq. would poorly approximate the
covariance diagonal. Since there is a discontinuous change in dynamics along the x1, &o-hyperplane

for advective systems, approximating diagonal elements with off-diagonal elements is even more



problematic. Through careful error analysis of Eq. , we will see in Ch. |5 that the contin-
uum dynamics approximated along the diagonal defined by Eq. change as a function the
grid length and correlation length. When the ratio of the grid length to the correlation length
approaches unity, error terms arise that completely alter the dynamics being approximated along
the covariance diagonal.

Motivated by the error analysis of Ch. 5] Ch. [6] explores a method of building a correction
to full-rank propagation from the continuum. Since the error terms involve powers of the ratio of
the grid length to the correlation length, correcting Eq. is not straightforward. In light of
this, my thesis considers an alternative method of propagating covariances that directly addresses
the observed inaccurate variance propagation. Rather than evolving the covariance at full rank
or approximating its evolution using reduced-rank methods, the variance and correlation length
are evolved directly and covariances are reconstructed using a parametric correlation function.
First termed “local covariance evolution” in |Cohn (1993, Sec. 4), this method mitigates inaccu-
rate variance propagation due to Eq. by evolving the variance directly, is not plagued with
rank-deficiency issues and spurious correlations by construction, and is computationally efficient.
Chapters [7] and [J] describe this method in detail and present preliminary results. For this method,
a new correlation function is derived in Ch. [§] that in addition to being used for local covariance
evolution, can be applied to other areas of data assimilation, such as for covariance modeling and
localization.

The outline of this thesis is as follows. Chapter [2] establishes the foundation for this work
by deriving the discontinuous change in the continuum covariance dynamics along the xp, xo-
hyperplane in the limit as correlation lengths tend to zero. Chapter |3| explores the impact of
this discontinuous change in continuum dynamics during discrete covariance propagation in a sim-
ple one-dimensional example. This is followed by Ch. [4, which demonstrates that even when an
appropriate numerical scheme is chosen to preserve conservation properties, inaccurate variance
propagation is still quite severe. The results of Chs. [3] and [4] then motivate Ch. [5| where the con-

tinuum dynamics being approximated along the covariance diagonal by Eq. (1.3 is derived and
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its dependence on correlation length is revealed. Chapter [b| concludes with a discussion of recent
work by Pannekoucke et al. (2021) in the context of the error analysis in this chapter. Chapter |§|
explores the potential of using this error analysis to correct full-rank propagation and addresses a
correction proposed by Ménard et al| (2021]). The alternative method of covariance propagation is
introduced in Ch.[7] followed by its implementation in one space dimension in Ch.[9]and preliminary
results. Chapter [§| describes the new parametric correlation function whose derivation is motivated
by Ch.[7] Concluding remarks and discussion of future work is given in Ch. Appendices [A|-[D]

provide additional information that supplement the work presented in the main text.



Chapter 2

Continuum Covariance Propagation

Chapter [2] serves as the theoretical foundation upon which this thesis is built, published in
Sec. 2 of (Gilpin et al.| (2022). From the continuum covariance equation in Eq. , we will identify
the discontinuous change in dynamics along the hyperplane @7, = x5 as correlation lengths tend
to zero and will derive the continuous spectrum equation, Eq. . To derive this discontinuous
change in dynamics requires recasting the initial value problem using integral operators and classical
results from functional analysis and spectral theory. Novel to this work is the derivation of the
continuum analogue of Eq. in Sec. and the use of the continuum polar decomposition of
the fundamental solution operator, Eq. . This continuum approach is necessary to provide
important insights into the behavior of the fundamental solution and covariance operators and
thus derive the discontinuous change in dynamics. Appendix [A] includes proofs and an additional
derivation of the continuous spectrum solution to supplement the discussion presented in this
chapter.

For this analysis, we will consider the state and covariance equations as PDEs with solutions
in the Hilbert space L?(S?) and L%(S? x S2), respectively, define the associated linear operators,

and use tools from functional analysis to study these equations and operators.
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2.1 Preliminaries

Let Q = S? and take & € Q and t > tg. We will consider the generalized advection equation

for the model state ¢ = g(x,t) given by Eq. (1.4]) in Ch. |1} reprised here,

g +v-Vqg+bg=0,

q(z, to) = qo(x). (1.4] revisited)

Recall b = b(x,t) is a scalar, noting that setting b = V - v yields the continuity equation. From

Eq. we have

jt/g(fdm + /Q(% —V -v)¢’dx =0, (2.1)
which is derived via integration by parts, where we assume that 26—V - v € L>®(Q2) and g9 € L*(Q)
so that Eq. has a unique solution ¢ € L?(f2) for all time (e.g. using energy arguments applied
to Eq. similar to those presented in [Shearer and Levy, 2015, Sec. 5.3). We write this solution

q(x,t) = (Mugo)(), (2.2)

where M;: L?(Q) — L?(Q) is the solution operator of Eq. (1.4),

(Mof)(@ /Mxtg £)de. (2.3)

The subscript ¢ on all operators denoted using the calligraphy font style, as in M, for example,
indicates the operator evaluated at time ¢, not the time derivative. The kernel of the operator My,

M = M(z,t;£), is the fundamental solution of Eq. (1.4)),

M; +v-V M +bM =0,

M($,t0;£) = (5($,£), (24)

where the initial condition is the Dirac delta. Here, we simply view the Dirac delta as the kernel

of the identity operator Z: L?(Q2) — L%(Q),

(Z)) (@ / 5. €) (€)dE, (2.5)
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for all f € L(Q).
Equation ({2.2)) is analogous to the discrete state propagation computed in data assimilation
schemes. We can propagate our discrete state q in Eq. (1.1 from time ¢y to tg,

qy =M1 Mjy_1 o.Mz 1 M1qg, (2.6)

My o

which is the discrete version of Eq. (2.2) evaluated at time ¢ = ¢;; the operator My, is the continuum
version of the propagation matrix My .
With the model state now defined, we can derive the corresponding covariance evolution

equation for P = P(x1, x2,t) with &1, 29 € Q and t > ty, given by Eq. in Ch. (1} reprised here,
Pi4+v,-ViP+wvy:-Vy P+ (b +b2)P =0,

P(x1,x2,t0) = Py(x1, x2), revisited)

where again, V; refers to the gradient with respect to x;, and v; = v(x;,t), b; = b(x;,t) fori =1, 2.

The solution of the covariance evolution equation Eq. can be expressed using the fun-

damental solution operator M, and its adjoint M. The adjoint fundamental solution operator is

defined using the inner product over the Hilbert space L?(2),
(M f,9)2 = (f, Mig)s Vf,g € L*(9). (2.7)

The adjoint operator, M7 : L?(Q) — L?(Q), can be expressed as an integral operator whose kernel

M* is the solution to the adjoint final value problem associated with Eq. (|1.4)),

(MEF)(E) = /Q M*(&; 2, 1) f () de. (2.8)

With respect to the method of characteristics, the fundamental solution operator M, propagates
the solution forward along the characteristics determined by departure points, and the adjoint
fundamental solution operator M propagates the solution backwards along the characteristics
determined by arrival points. This yields the symmetry property (Courant and Hilbert, 1962,

p.729) that at any fixed time ¢ the kernels satisfy

M(x,t;€) = M*(&;x,t). (2.9)
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Using Eq. (2.9), we can express the covariance in terms of the kernels of the fundamental solution

and adjoint fundamental solution operators,

P(@y, @0, t) = /Q /Q M(@1, 65 €) Po(Er, E9) M* (€ 2, £)dE (2.10)

or simply

P = MyPoM;, (2.11)

where Pg: L(Q) — L?(1) is the operator whose kernel is Py,

(Pof) (1) = /Q Polw, 2) f(w2) s, (2.12)

and P;: L2(Q) — L%(Q) is the resulting operator at time t,

(Pif) (1) = /Q P(@1, 2, 1) f(2)dis. (2.13)

Thus, the covariance evolution equation Eq. ((1.6) is interpreted as the evolution equation for the
kernel of the covariance operator P;. As with the state propagation, Eq. (2.11]) evaluated at time

ti is the continuum version of the discrete covariance propagation,
Py = My oPoM, (2.14)

following from Egs. (1.3]) and (2.6).

2.2 The Polar Decomposition

We next define the (left) polar decomposition of the fundamental solution operator M,
which will bring to light important properties of the covariance evolution that will be discussed in
Sec. The polar decomposition is a canonical form for all bounded linear operators on Hilbert
spaces (Reed and Simon, 1972 p. 196—-198). It is the unique decomposition M; = DU, where
Dy = (MM )1/2 and U, is a partial isometry.

To derive the polar decomposition for M;, we first decompose the fundamental solution M
into

M(x,t;€) = d(x, t)u(x, t; €) (2.15)
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where d = d(x,t) and u = u(x, t; §) satisfy the following PDEs,

dH—v-Vd—i—(b—iV-v)d:O,

d(z, to) = 1, (2.16)

1
ut+'v-Vu+§(V-'v)u:0.

U@Jo;ﬁ) = 5(3375)7 (217)

The solution u of Eq. (2.17)) is quadratically conservative,

d

— [ W (x,t;€)dx =0, (2.18)
dt Jq

and therefore defines a bounded linear operator Uy : L*(Q) — L?(Q) whose kernel is the solution

to Eq. ,
U ) () = / ula, t:€)f(€)dé. (2.19)

Q

The operator U; is an invertible isometry and therefore unitary.

To obtain the operator Dy, consider the operator M; M. From Eq. , the operator
MM is just the covariance operator Py when the initial covariance operator Py is the identity
operator Eq. ; equivalently, the kernel of the operator MM is the solution to the covariance
equation Eq. when the initial covariance Py(x1,x2) is the Dirac delta, §(x1,x2). We show
in Appen. that the solution of Eq. with the initial condition Py(xi,x2) = d(x1,x2) is
P(x1,a,t) = d*(x1,t)8(x1, T2), where d is the solution to Eq. . In other words, according
to Eq. , MM is in fact a multiplication operator. A multiplication operator IC: L*()

L?(9) is defined as one for which
(K@) = ko) (@) = [ KEbw.o)f€)de, (2.20)
where k(x) € L>(Q) is the multiplication function. The operator M; M7 : L?(Q) — L?(Q),

(MM f)(z) = d*(x,t) f (), (2.21)
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is a multiplication operator, where the multiplication function satisfies the following differential

equation,

P +v-Vd+ 20—V -v)d*=0,

d*(x,tg) = 1. (2.22)

As the operator M; M is non-negative, its square root exists, and we define the operator

Dy: L?(Q) — L?*(Q) as this square root,
(Def)(@) = (MM f) (@) = d(w, ) [ (), (2.23)

with the multiplication function for D; being the solution to Eq. . Note that because the
operator D, is a multiplication operator with a real-valued multiplication function, it is self-adjoint.

The decomposition Eq. of the kernel of the fundamental solution operator gives us the
(left) polar decomposition of My,

M, = DUy, (2.24)

with D; and U; defined above. In the next section, we use this polar decomposition to study the

continuum covariance propagation.

Remark 1. The polar decomposition is a canonical form for all bounded linear operators on Hilbert
spaces (Reed and Simon, (1972, pp. 196 —198) and is crucial for deriving the continuous spectrum
equation Eq. (@) in Sec. . Related to the polar decomposition is the continuum singular value
decomposition (SVD), which is a canonical form for compact linear operators on Hilbert spaces
(Reed and Simon, 1972, Thm. VI.17). The fundamental solution operator M, defined for the
advective dynamics presented in this work, Eq. , s not compact, therefore the continuum SVD
does not apply. If a diffusion term were added to Ejq. , say kV?2q for k > 0 a diffusion
coefficient and V? the Laplacian operator, the corresponding fundamental solution operator would
become compact and a continuum SVD would exist. The discrete SVD is used widely in matriz
analysis, and particularly in NWP data assimilation literature (Lorenz, |1965; Buizza and Palmer,

1995; |Ehrendorfer and Tribbid, |1997; Barkmeijer et all [1998).
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2.3 The Discontinuous Change in the Continuum Covariance Dynamics

The solution of the continuum covariance evolution equation Eq. depends on the initial
covariance Py(x1,x2), and we show in this section how the behavior of the solution changes as
the initial correlation length tends to zero. To do so, we will interpret the covariance function
P(x1,x9,t) as the kernel of the operator P, defined in Eq. , whose evolution can be written
in terms of the fundamental solution operator, its adjoint, and the initial covariance, as given in
Eq. .

Consider two cases for the initial covariance Py(x1,x2). First, assume the initial covariance
is continuous on Q x 2, and denote it as P¢(x1,®2). Since P¢ is continuous, the solution to the
covariance equation Eq. is a strong solution and has a bounded L?-norm. Therefore the
corresponding covariance operator, which we will denote as ’Pf, is a self-adjoint Hilbert-Schmidt
operator (Reed and Simonl (1972, pp.210—211). Hilbert-Schmidt operators are a subclass of the
compact operators, and it follows from spectral theory that self-adjoint Hilbert-Schmidt operators
only contain eigenvalues in their spectrum (Hunter and Nachtergaele, 2001, pp. 230—-232) with the
possible exception of zero in the continuous spectrum. The set of eigenvalues is often referred to as
the discrete spectrum, hence we can refer to the covariance operator ’Pf as the discrete spectrum
covariance operator.

Now, consider the case where the initial state qq is spatially uncorrelated, whose covariance
we represent by P§(x1)d(x1,x2), and assume that the function Py is continuous on 2. The Dirac
delta in the initial covariance reduces the initial covariance operator Eq. to a multiplication
operator Eq. (2.20) with multiplication function F§; denote this operator as Pg. We can see how

this impacts the corresponding covariance operator, which we denote as Py, by applying the polar

decomposition Eq. (2.24) to Eq. (2.11)) with Py = Py,
P; = DU P{U; D, = DyP,Dy, (2.25)

where

Py =UPU;. (2.26)
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From the definition of U, in Eq. (2.19), it follows that the operator P;: L%(Q) — L2(Q) has kernel

pP= 15(:1:1, xo,t) given by

3 _ 1 _
P+vy-ViP+vy-Vy P+ §(V1 w1 +Va:v2)P =0,

P(wl,xg,to) = POC(Ccl)(S(.’Bl,.’EQ), (2.27)

whose solution is shown in Appen. to be

P(x1,x2,t) = P(x1,t)0(21,22) (2.28)
where

Pf+v- VP =0,

Pe(, to) = PS(x). (2.29)

Thus, P; is a multiplication operator, and it follows from Eqs. (2.16) and Eq. (2.29) that P{ in

Eq. (2.25) is also a multiplication operator,

(Pif) (1) ZPC(wht)f(m)=/QPc(wl,t)5(w1,zcz)f(wz)dwz, (2.30)

where P¢ = d2P is the solution to the continuous spectrum equation

Pf+v-VP'+ 20—V -v)P°=0,

P(x, ty) = P§(x), revisited)

(see Appen. for alternative derivation). Since multiplication operators contain only a continuous
spectrum (Hunter and Nachtergaele, 2001, pp.219, 240), we will refer to Pf as the continuous
spectrum covariance operator and to P¢ as the continuous spectrum solution.

Thus, we have shown that the solution of the covariance evolution equation Eq. for
initial condition F§(x1)d(x1, x2) is P(x1, x2,t) = P°(x1,t)d(x1, 22); white noise evolved under the
state dynamics Eq. remains white. Further, we can see explicitly that the dynamics of the

covariance along the @1, x2-hyperplane are governed by the continuous spectrum equation Eq. (|1.9))
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for spatially uncorrelated initial states, rather than by the variance equation

o +v-Vo? +2b0% =0,

o?(x,tg) = o (x) = Pl(x, x), revisited)

which follows directly from Eq. when the initial covariance is continuous on €2 x . Only in
cases where the velocity field is divergence-free are the continuous spectrum equation and variance
equation identical. The dynamics of the covariance along the x1, x2-hyperplane are governed by the
variance equation Eq. for all continuous initial covariances, independently of nonzero initial
correlation lengths, but at zero correlation length the dynamics change abruptly to those of the

continuous spectrum equation Eq. (|1.9).

2.4 Conclusions and Discussion

Covariances associated with spatially uncorrelated initial states, which correspond to covari-
ances with zero initial correlation length scales, are limiting cases in our analysis, as well as in
practice. Atmospheric wind fields, for example, have sharp vertical correlation structures relative
to long horizontal correlations that need to be represented in covariances for NWP models (Phillips,
1986), and horizontal wind shear leads to tracer correlations that shrink in the direction perpen-
dicular to the flow such that they are no longer spatially resolved (Lyster et al.l [2004). Through
careful analysis and use of the polar decomposition, we are able to derive the discontinuous change
in dynamics along the x1, 2-hyperplane as the correlation length approaches zero for covariances
governed by Eq. , which is not readily apparent when first considering the model state and
covariance equations nor when only considering these equations in discrete space.

The analysis performed in this chapter serves as the foundation for understanding covariance
propagation in both the continuum and discrete space. We will see in the next chapter thats
knowing the full, continuum behavior of the covariance will be essential to properly interpret the

numerical experiments.



Chapter 3

Numerical Demonstration Part I: Inaccurate Variance Propagation

With the discontinuous change in the continuum dynamics established in Ch. 2] one may
then ask how this behavior impacts covariance propagation in discrete space, and in particular how
it relates to the spurious loss of variance observed in Lyster et al. (2004) and Ménard et al.| (2000,
2021)), for example. In this chapter, published in Sec. 3 of |Gilpin et al. (2022), we begin to answer
this question through a series of numerical experiments. We will consider a simple, one-dimensional
example so that the numerical results can be compared to a known exact solution. We will find that
inaccurate variance propagation is the actual problem, resulting in both loss and gain of variance
relative to the exact solution. This is also the case when initial covariances are diagonal, as the
covariance matrix diagonals extracted from Eq. hardly resemble the continuous spectrum
solution. Thus, this chapter demonstrates that standard methods of variance propagation, i.e.
those associated with Eq. , are inherently inaccurate because of the discontinuous change in

the continuum covariance dynamics along the x, xs-hyperplane.

3.1 Experimental Setup

For these experiments, we will consider the one-dimensional version of the continuity equation,
Eq. (1.4) for b = v,, over the unit circle S}. We take the velocity field to be independent of time
and spatially-varying,

v(x) = sin(z) + 2. (3.1)
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The exact solution to the one-dimensional continuity equation with this velocity field can be ob-
tained explicitly using the method of characteristics and is used as reference for our experiments;
see Appen. for further discussion.

The spatial domain S} is discretized on a uniform grid, z; = iAz, i = 0,1,..., N — 1 where
N = 200 and Az = QW” The time discretization is given by ¢, = kAt where the time step At is

determined from the Courant-Friedrichs-Lewy number A,

At At
_ = 32 o, .
A xg[l(%(w] [v(z) Az 3A$ =1 (3:2)

For these experiments, we take A = 1. We ran experiments with several other values of A < 1 (not

shown) and found it did not have a significant impact on the results.

3.1.1 Numerical Covariance Propagation

We use two methods of propagation to illustrate the impact of numerical schemes on the dis-
crete covariance propagation Eq. (1.3]) and to leverage insights from continuum covariance analysis
in the form of the polar decomposition. The covariance matrix is propagated discretely using either

of two methods:

(1) Traditional propagation: the covariance is propagated as in Eq. (1.3)), where the matrix

M, ;.1 is the finite difference discretization of the fundamental solution equation

(2) Polar decomposition propagation: the polar decomposition of the fundamental solution

operator Eq. (2.24)) is discretized and used in place of the matrix My, ;1 in Eq. (1.3).

In the polar decomposition propagation, Eq. is discretized as follows. The operator
D, of Eq. is a self-adjoint multiplication operator, therefore when ¢ = t; its corresponding
discretization is the diagonal matrix Dy o whose diagonal elements are (Dy )i = d(z;,ty). Here
d(x;,ty) is the solution to Eq. evaluated on the discrete spatial grid at time t;, which we
generate using the exact solution to Eq. , as discussed in Appen. The discretization

of the operator U; of Eq. (2.19) is done via finite differences to generate the propagation matrix
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Uy, ;-1 corresponding to Eq. (2.17). The matrix Uy, ;—1, which propagates the solution from time
tr—1 to ty, is independent of time by virtue of Eq. (3.1)), therefore we will denote Uy 1 = U
for simplicity. To compute the covariance matrix at time tx, P, we do not construct the matrix

M, —1 explicitly using the polar decomposition, but instead compute the covariance as follows:

T T
Py =Dy oUpj-1Ug-1k—2---U10PoUj ..U 1Dk

= D} U Py(U")* Dy . (3.3)

The Lax-Wendroff (Lax and Wendroff, |1960) and Crank-Nicolson (Crank and Nicolson, |1947)
finite difference schemes are used to generate the matrices Uy, 1 and M, 1 corresponding to their
respective PDEs in Egs. and . Like Uy j—1, M}, j—1 is independent of time, therefore
through the rest of the chapter we will denote M, ;1 simply as M. We choose these two simple
finite difference schemes to illustrate their contrasting behaviors, particularly when generating
the matrix U. According to the continuum analysis, the operator U, is unitary. The Crank-
Nicolson discretization preserves the unitary property of U; because the scheme is quadratically
conservative, but the Lax-Wendroff scheme does not. In the numerical results, Secs. and
propagated covariances are labeled by the finite difference scheme used to construct the matrices
M and U (Lax-Wendroff or Crank-Nicolson) followed by the method of propagation (traditional

or polar decomposition) as described in the beginning of this section.

3.1.2 Initial Covariances

We generate four types of initial covariances from the following two different correlation kernel
functions: the Gaspari-Cohn (GC) compactly-supported, piecewise rational function (Gaspari and
Cohn, 1999, Eq. 4.10), and the first order autoregressive function (FOAR) (Gaspari et al., 2000,
their Eq. 23). Using each correlation function, we construct the initial covariance matrix with either
a constant initial variance or spatially-varying initial variance. Initial covariances with constant

initial variance take the initial variance to be one, while initial covariances with the spatially-varying
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initial variance take the initial variance as the square of the standard deviation

oo(z) = Sin;?’x) +1. (3.4)

The GC correlation function Co(r(z;,2;),1/2,c¢) is a compactly supported approximation to

a Gaussian function, supported on the interval 0 < r(x;,x;) < 2¢, where
r(xs, x5) = 2sin(|z; — x4]/2) (3.5)

is the chordal distance between z; and z; on Si. On the uniform spatial grid of 200 grid points for
these experiments, values of ¢ = 1, 0.25, and 0.05 correspond to 100, 16, and 3 grid lengths (Ax),
respectively, from the peak of the correlation function to where it becomes zero, and 33, 8, and just
1 grid length, respectively, from the peak value of 1 to values less than 0.2; see Fig. for these
examples.

The FOAR correlation function given by
Croar(zi,x;) = e "@iei)/t (3.6)

is continuous but non-differentiable at the origin because of its cusp-like behavior (see Fig. .
As with the GC correlation function, the chordal distance Eq. is used to reflect periodicity
of the domain. The FOAR correlation functions are nonzero on the full spatial domain. On the
spatial grid, L = 0.5, 0.25, and 0.03 correspond to 26, 12, and just 1 grid length, respectively, from

the peak of the correlation to where it becomes less than 0.2.

3.2 Experimental Results

From the continuum analysis, one might expect the diagonal of the covariance matrix P}, to
behave according to the variance equation for covariances with nonzero initial correlation lengths
and according to the continuous spectrum equation for covariances with zero initial correlation
length. To establish a baseline, Fig. illustrates the solutions to the variance equation (1D version

of Eq. (1.8) for b = v,) and continuous spectrum equation (1D version of Eq. (1.9) for b = v,,) for
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Variance (0?(x, t)) and Continuous Spectrum (P¢(x, t)) Time Series, T = 3.979
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Figure 3.2: Top: Solutions to the one-dimensional version of variance equation Eq. and
continuous spectrum equation Eq. for b = v, at various times with velocity field Eq. ,
for unit initial condition (top row) and spatially-varying initial condition (bottom row) taken to
be the square of Eq. (3.4). Time T = 3.979 corresponds to slightly after a full period. Exact
solutions for each case are given in black dashed (variance) and black dot-dashed lines (continuous
spectrum). Green curves denote the solution to the variance equation computed with Crank-
Nicolson (abbreviated CN); blue curves are solutions to the continuous spectrum equation computed
with Crank-Nicolson. Regions highlighted in grey correspond to regions where the exact solution
to the variance equation is greater than the exact solution to the continuous spectrum equation,
i.e. 02 > P¢ unhighlighted regions correspond to regions where o2 < P°.
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unit initial condition and for the spatially-varying initial condition given by the square of Eq. .
Considering the exact solutions first (black), we see that the dynamics of the variance solution and
continuous spectrum solution are quite different due to the spatially-varying velocity field Eq. .
We also see that solving either the variance equation or continuous spectrum equation directly using
the Crank-Nicolson scheme (colored) produces solutions that are nearly indistinguishable from the
exact solutions. Solutions to the variance and continuous spectrum equations computed using
Lax-Wendroff differ very slightly from Crank-Nicolson and are not shown.

Figure shows that propagating the diagonal of the covariance matrix P} numerically,
independently of the rest of the matrix, using the known dynamics of either the variance equation
or the continuous spectrum equation, produces minimal discretization error. Figure illustrates
further that, at least for covariance matrices with relatively long initial correlation lengths, the
numerically propagated full covariance itself also contains only minor discretization errors typically
expected from finite difference approximations. Figure [3.3] shows results for the GC initial correla-
tion supported on the full spatial domain (¢ = 1). The dissipative behavior of both Lax-Wendroff
schemes are clear in the normalized spectra (left panels), whereas both the traditional Crank-
Nicolson propagation and polar decomposition propagation using the Crank-Nicolson U (hereafter
referred to as Crank-Nicolson polar decomposition) capture the normalized spectra quite well. The
small amount of variance loss and gain seen in both the constant initial variance and spatially-
varying initial variance cases (middle panels of Fig. are consistent with dissipation and phase
errors expected from finite differences. The polar decomposition methods (dashed) reduce the er-
rors in the diagonals of the covariance matrices only slightly compared to the traditional methods
(solid). The correlations at row 150 (right panels), which corresponds to where the variance reaches
a maximum as the velocity field is at a minimum, are nearly identical to the exact correlations,
suggesting minimal errors in correlation propagation.

The accuracy of numerically propagated full covariances is much worse for short initial corre-
lation lengths, increasingly so as they approach zero. We monitor the total amount of variance lost

or gained over time through the trace of the covariance matrix, 7r(P}). Figure shows the trace
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Propagated Covariances at Final Time (T=3.979) Py = GC (c=1.0), 0p(x) =1

Normalized Spectra
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Figure 3.3: Propagated covariances at the final time 7" (slightly after a full period) for GC initial
correlations with ¢ = 1 (supported on the full domain) for all four propagation methods. Top
row: constant initial variance. Bottom row: spatially-varying initial variance. The left panels
correspond to the normalized spectra (relative to largest eigenvalue), the middle panels show the
discrete variances (covariance matrix diagonals), and the right panels show the correlations at row
150 (location of maximum in variance in space and time). The exact normalized spectra are given
in solid black, and the exact variances and correlations are given in black dashed. Crank-Nicolson
(CN) and Lax-Wendroff (LW) M refer to traditional propagation using Crank-Nicolson or Lax-
Wendroff (solid). CN and LW PD refer to propagation using the polar decomposition (dashed)
with the matrix U constructed via the Crank-Nicolson or Lax-Wendroff scheme, respectively.
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time series for both the GC and FOAR cases with spatially-varying initial variance as initial corre-
lation lengths tend to zero (the constant initial variance case results are similar to Fig. and not
shown). The GC and FOAR cases in Fig. exhibit similar behaviors in the trace over time, even
though their initial correlation structures are quite different. As the initial correlation lengths tend
to zero, the amount of variance lost during propagation increases strikingly in the Lax-Wendroff
schemes. The polar decomposition propagation schemes (dashed) are an improvement over tradi-
tional propagation in some cases but are worse in others, and generally suffer similar amounts of
variance loss. We also observe that as initial correlation lengths tend to zero, the numerical schemes
gradually approach their own limiting behavior at ¢ = L = 0, rather than a discontinuous change
in dynamics as seen in the continuum analysis.

Had we not performed the continuum analysis in Ch. [2] one might assume that the variance
loss in Fig. [3.4] is caused simply by dissipation. However, the Crank-Nicolson scheme is not dissi-
pative and yet produces significant variance loss. In fact, we see for the traditional Crank-Nicolson
propagation (solid light blue) that there are regions of both variance loss and gain. We also see
that for short, nonzero initial correlation lengths (¢ = 0.05, L = 0.03 in particular), the numerical
schemes better approximate the limiting case of ¢ = L = 0 than the correct behavior for ¢, L > 0.
This suggests that inaccurate discrete diagonal propagation is particularly pronounced for short
correlation lengths.

The behavior of the trace time series in Fig. [3.4] indicates that covariance propagation itself
can be a source of spurious loss and gain of variance, however it does not indicate where exactly this
manifests itself. To gain a better understanding of the source of variance loss and gain, we examine
various aspects of the propagated covariance matrix for different types of initial covariances as we
did in Fig. but now for covariances with shorter initial correlation lengths.

Figures and are final time snapshots (in the same format as shown in Fig. |3.3)
of propagated covariances specified using the GC correlation function with ¢ = 0.25 and FOAR
correlation function with L = 0.25, respectively, which are initially well-resolved as described in

Sec. and correspond to the mildest variance loss and gain cases shown in leftmost panels



29

Trace Time Series as ¢ =0 and L - 0 for gp(x) =sin(3x)/3+ 1 (T=3.979)
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Figure 3.4: Trace time series for GC (top row) and FOAR (bottom row) for the spatially-varying
initial variance (the square of Eq. . Each panel corresponds to different values of ¢ and L,
decreasing from left to right towards ¢ = L = 0. Refer to Fig. for description of the curves. For
the cases when ¢ = L = 0 (rightmost panels), the exact solutions (solid black) are constant in time
due to the fact that continuous spectrum solution P€ satisfies the continuity equation (Eq. with
b = v;), hence its integral over space is constant.
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Propagated Covariances at Final Time (T=3.979) Py = GC (c=0.25), gp(x) =1
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Figure 3.5: Same as Fig. 3.3 for ¢ = 0.25.
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Propagated Covariances at Final Time (T=3.979) Py = FOAR (L=0.25), 0p(x) =1

Normalized Spectra
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Figure 3.6: Same as Fig. for the FOAR correlation function with L = 0.25.
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of Fig. The normalized spectra in both of these cases are similar to the spectra seen in
Fig. where the Lax-Wendroff schemes are severely dissipative and both Crank-Nicolson methods
approximate the exact spectrum moderately well.

The diagonals extracted from the numerically propagated covariances in Figs. and are
strikingly different from the exact solution. Though covariances with these values of ¢ and L are
well-resolved initially, the extracted diagonals are smooth but wholly inaccurate. Across all four
methods of propagation we see regions of both variance loss and variance gain, clearly illustrating
that inaccurate discrete diagonal propagation is the problem more so than dissipation. The diagonal
propagation becomes worse when the initial covariance has a spatially-varying variance (bottom
rows of Figs. and , which is a more realistic situation in practice. The errors we observe in
the diagonals of the covariance matrices, interestingly, are not reflected in the normalized spectra;
considering the normalized spectra alone would not even hint at the problems occurring in the
discrete diagonal propagation. The correlations, as expected, show dispersion off the diagonal. The
oscillatory behavior of both Crank-Nicolson schemes due to numerical dispersion is expected for
this finite difference scheme (Beylkin and Keiser} 1997, p. 46).

In the limiting case when the initial correlation lengths become zero, we see two contrasting
behaviors in the numerically propagated covariances depending on the initial variance; see Fig. [3.7]
When the initial variance is constant (i.e. the initial covariance is the identity matrix), the Crank-
Nicolson polar decomposition is the only scheme that correctly captures the behavior of the exact
covariance (top row of Fig. [3.7). This is expected from the definition of the Crank-Nicolson po-
lar decomposition in this case. Since the initial covariance is the identity matrix and the matrix
U constructed using the Crank-Nicolson scheme is unitary, the Crank-Nicolson polar decomposi-
tion propagation, Eq. , reduces to P, = Dk,OUkI(Uk)TDk,O = Dk70Uk(Uk)TDk,0 = D%O,
which is exact since the diagonal of Dy, o is evaluated analytically. When the initial variance varies
spatially (bottom row of Fig. , the Crank-Nicolson polar decomposition propagation instead
behaves more similarly to the Crank-Nicolson traditional propagation and both have regions of vari-

ance loss and variance gain. Carefully comparing the diagonals extracted from the traditional and
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Figure 3.7: Propagated covariances at the final time 7' (slightly after a full period) for initial
covariances with zero initial correlation lengths (¢ = L = 0) for all four propagation methods. Top
row: constant initial variance (identity matrix). Bottom row: spatially-varying initial variance.
The left panels correspond to the normalized spectra (relative to largest eigenvalue), the middle
panels show the discrete variances (covariance matrix diagonals), and the right panels show the
correlations at row 150 (location of maximum in variance in space and time). The exact normalized
spectra are given in solid black, the exact diagonals (solutions to the continuous spectrum equation)

and correlations are given in black dashed. See Fig.[3.3|caption for description of the colored curves.
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polar decomposition propagated covariances, the Crank-Nicolson polar decomposition propagation
is a slight improvement over the Crank-Nicolson traditional propagation, but these differences are
relatively minor compared to their absolute errors. The Lax-Wendroff schemes are substantially
dissipative in all cases. We also observe that as the values of ¢ and L decrease towards zero, the
normalized spectra in Figs. B-5-[.7 decay more slowly and become relatively flat. This sug-
gests that low-rank approximations would have difficulty capturing these covariances as correlation
lengths shrink.

Comparing the diagonals of the covariance matrices at the final time across a series of initial
correlation lengths in Figs. and demonstrates the severity of the variance loss and gain caused
by inaccurate discrete diagonal propagation and provides a closer look at the approach to a limiting
behavior seen in the trace time series. Without prior knowledge of the discontinuous change in
dynamics as the initial correlation length tends to zero, one might surmise from Figs. [3.8 and 3.9 that
the observed discrete diagonal behavior is caused by dissipation. Knowing the continuum behavior,
however, makes it clear that we are observing inaccurate discrete diagonal propagation associated
with the discontinuous change in continuum dynamics. The Crank-Nicolson polar decomposition
propagation for a constant initial variance is the only scheme that captures the correct diagonal
behavior when the initial covariance is the identity, and gradually approaches this behavior as the
initial correlation length decreases. For all other cases in Figs. [3.8 and [3.9] the resulting covariance
matrix diagonals are smooth, but grossly incorrect, and gradually approach their own limiting
behavior at ¢ = L = 0 rather than changing abruptly as in the continuum case. The Lax-Wendroff
schemes are severely dissipative, hardly resembling the correct dynamics, and are not shown in
these and subsequent figures.

The errors in the discrete diagonal propagation are not limited to the final time; errors start
to accumulate early on in the propagation cycle. We show this for the GC case in Fig. [3.10] where
the FOAR results are similar but not shown. We can see clearly that rather than approximating
the variance for ¢ > 0 (black dashed), the Crank-Nicolson schemes (blue) tend to approximate the

continuous spectrum (¢ = 0, brown), which is not the correct diagonal behavior for this case. Along
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Covariance Diagonals for Po = GC as c = 0 at Final Time (T=3.979)
CN M CN PD

2.007
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—, 1.501

I
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— c=0.25 c=0.15 —_— c=0.05 —_— c=0.0 ---- Exact (c>0) —-— Exact (c=0)

Figure 3.8: Covariance diagonals extracted from Crank-Nicolson traditional and polar decomposi-
tion propagation methods at the final time 7" for GC initial correlations as ¢ approaches zero. Top
row: constant initial variance. Bottom row: spatially-varying initial variance. Left column: prop-
agation via traditional Crank-Nicolson (CN M). Right column: propagation via Crank-Nicolson
polar decomposition (CN PD). Black curves are the exact diagonals, dashed for covariances with
nonzero initial correlation lengths (variance solution) and dot-dashed for covariances with zero ini-
tial correlation length (continuous spectrum solution). These exact curves here labeled as Exact
(¢ > 0) and Exact (c = 0) are the same exact curves labeled as Exact o%(z,t) and Exact P¢(z,t)
in Fig. In the top right panel, the exact curve for ¢ = 0 (black dot-dashed) and the CN PD
curve for ¢ = 0 (magenta) identically overlap.
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Covariance Diagonals for Pp = FOAR as L— 0 at Final Time (T=3.979)
CNM CN PD

— L=0.25 —— L=0.15 — L=0.03 — L=0.0 ---- Exact (L>0) —— Exact (L=0)

Figure 3.9: Same as Fig. for FOAR correlation function initial covariances.
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Variance Time Series (T = 3.979) for Po = GC (c = 0.05)
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Figure 3.10: Variance time series for GC case with ¢ = 0.05. Top row: constant initial vari-
ance. Bottom row: spatially-varying initial variance. Diagonals extracted from the Crank-Nicolson
traditional and polar decomposition propagation are shown (solid and dashed blue) as well as prop-
agating the variance by solving the variance equation (one-dimensional version of Eq. for b = vy)
independently using Crank-Nicolson (green). The exact solutions to the variance and continuous
spectrum equations are shown in black dashed and solid brown and denoted as Exact (¢ = 0.05)
and Exact (¢ = 0), respectively. Regions where the exact variance is larger (smaller) than the exact
continuous spectrum are highlighted in grey (white).
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with the diagonals extracted from the propagated covariances in Fig. [3.10, we include the variance
propagated independently by solving the one-dimensional version of Eq. with b = v, using
the Crank-Nicolson scheme, as was shown in Fig. Including the variance solution computed
using the Crank-Nicolson scheme in Fig. [3.10| emphasizes that propagating the covariance diagonal
independently using the known diagonal dynamics significantly reduces the errors in the variance

compared to the diagonal extracted from the propagated covariance matrix.

3.3 Interpretation of the Experimental Results

Grey regions in Fig. [3.10] correspond to where the exact variance solution is larger than the
exact continuous spectrum solution, and these regions tend to correspond to where the numerically
propagated diagonal for the short, nonzero initial correlation length (blue) exhibits variance loss.
Further insight into this behavior can be gained by returning to the generalized continuum problem
presented in Ch. Assuming Pi(z,x) = P§(x), as is the case in Fig. by multiplying the
variance equation Eq. by P¢ and the continuous spectrum equation Eq. by o2, taking
the difference and dividing by (P¢)2, we find from the quotient rule that the ratio

o%(x,t)

Pl " m(x,t) (3.7)

satisfies the continuity equation with unit initial condition,

mi+v-Vm+(V-v)m=0,
m(x,ty) = 1, (3.8)

for all z € Q and t > to. From Eq. (3.8), the ratio 02/P° must be conserved, and this holds for
the generalized variance and continuous spectrum equations Eqgs. and , not just those
presented in the numerical experiments. In regions where m > 1 we have o2 > P¢, and conversely in
regions where m < 1 we have 02 < P¢. In fact, the function m of Eq. on S} with velocity field
Eq. can be expressed explicitly using Eq. , taking one as the initial condition. Solving
m = 1, or equivalently v(s(z,t)) — v(z) = 0 (following the notation of Appen. [B.1]), determines the

boundaries between regions where m is less than or greater than one in Si at every time ¢ > to.
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For short initial correlation lengths, if the numerical schemes are better approximating the
continuous spectrum solution P¢, regions where m > 1 should correspond to variance loss and
regions where m < 1 should correspond to variance gain. Therefore, we refer to the ratio m as
the amplitude index, which can be used to interpret the variance loss and gain observed in our
numerical results. For example, regions where the index m is greater than one, i.e. o? > P¢,
highlighted in grey in Fig.[3.10] generally do coincide with regions where we see variance loss in the
Crank-Nicolson traditional and polar decomposition schemes. Conversely, in the unshaded regions
of Fig. where the index m is less than one, i.e. o2 < P¢, the Crank-Nicolson traditional and
polar decomposition schemes generally exhibit variance gain. Hence, we can exploit the amplitude
index m to indicate regions of variance loss and gain.

Since the amplitude index m must be conserved according to Eq. , for a typical velocity
field v there will always be regions of the spatial domain where m is greater than one and regions
where m is less than one at any given time t. This implies that we should see both loss and
gain of variance at individual times; whether there will be global variance loss or variance gain
depends on the details of the velocity field v. In all the numerical results, Figs. [3.3]- we
see both spurious variance loss and gain as a result of inaccurate discrete diagonal propagation.
Data assimilation literature tends to focus on loss of variance because of its known negative impact
on data assimilation schemes (Jazwinski, 1970, Sec. 8.8; Maybeck, 1982, Sec. 9.2; |Anderson and
Anderson, 1999; Houtekamer and Mitchell, 2000} Lyster et al. 2004). However, we see here for
a general advective system that both loss and gain occur as reflected by the conservation law
Eq. , cumulatively causing wholly inaccurate discrete diagonal propagation. Variance inflation,
a tool often used in data assimilation practice to combat variance loss by rescaling the variance,
typically by a multiplicative or additive factor, could perhaps be optimally adjusted in this context.
Distinguishing between regions where the index m is greater than or less than one in general isolates
the regions of variance loss and gain, respectively, thus the inflation factor could be tuned to only
inflate where we expect variance loss. This would avoid using a single scale-factor that inflates the

whole variance function and prevent variance inflation in regions where we already see variance
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gain.
3.4 Conclusions and Discussion

Comparison of the numerical results with the continuum analysis in this chapter clearly illus-
trates the problems caused along the covariance diagonal during full-rank covariance propagation
via Eq. . Standard methods of covariance propagation, like those considered in this chapter,
produce covariance matrix diagonals that can be severely inaccurate. The result is not only variance
loss, but also variance gain due to the inaccurate propagation along the diagonal.

It is important to recognize that the inaccurate diagonal propagation observed in these nu-
merical experiments is a result of the discontinuous change in continuum covariance dynamics
discussed in Ch. 2l Even when propagating covariance matrices using a fully Lagrangian scheme,
as done in |Lyster et al.| (2004]), propagated covariances still suffer from spurious loss of variance.
This loss of variance is not due to the numerical scheme, but rather is due to the discontinuous
change in dynamics identified in Ch. [2] Data assimilation schemes that do not propagate the co-
variance explicitly may experience errors similar to what we observe here because the underlying
cause of these errors is the continuum covariance dynamics, not the numerical scheme. Studying
full-rank covariance propagation as in Eq. isolates the spurious loss of variance as an issue with
covariance dynamics and implies that approximations of Eq. , such as in ensemble Kalman
filters, can suffer variance loss in a similar manner. The errors caused during the covariance propa-
gation may be a neglected source of the model error or “system error” observed in data assimilation
schemes (Houtekamer and Mitchell, 2005, p. 3285).

The continuum analysis of Ch. [2] and numerical experiments presented in this chapter bring
to light a fundamental issue associated with current approaches to discrete covariance propagation.
The source of the problem is not numerical dissipation, but rather is rooted to more fundamental
aspects of the propagation itself. Whether this is a problem that can be addressed by choosing an

appropriate numerical scheme will be addressed in the next chapter.



Chapter 4

Numerical Demonstration Part I1I: The Limitations of Full-Rank Covariance

Propagation

The numerical results in Ch. |3| demonstrate that standard methods of variance propagation,
namely that corresponding to Eq. , are inaccurate, producing covariance matrix diagonals
that hardly resemble the exact variance. One may ask, then, whether the inaccurate diagonal
propagation observed in Ch. [3|can be mitigated either by choosing an appropriate numerical scheme
or increasing the spatial resolution. In this chapter, we will address this first question by considering
a slightly different example than that considered in Ch.[3| This example will demonstrate that the
inaccurate diagonal propagation observed in Ch. [3| is not easily mitigated by the choice of the

numerical scheme and is fundamentally a problem caused by the continuum dynamics.

4.1 Continuum Problem
In this example, we will consider the case where b = %V - v in Eq. 1j where for © € S2,
1
G +v-Vq+ 5 (V-v)g=0,
q(z, to) = qo(). (4.1)

This case can arise when the state of a system is a tracer density, for example. If the tracer density

satisfies the continuity equation (b = V - v in Eq. [L.4)), then its square root satisfies Eq. (4.1)).
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We can express Eq. (4.1]) in conservative form,

g +Sq =0,

q(x,to) = qo(x). (4.2)
The operator 8§ is skew-symmetric on L?(S2),

1 1
Sq=5V-(vq) +5v-Vy, (4.3)

meaning that for v € C1(S?) and ¢ € H'(S?), where H'(S?) is the Sobolev space where the weak
first derivatives of q are in L2(S?), we have (¢, Sq)2 = 0, where (-, -)5 is the inner product on L?(S2).
Using Eq. (4.2) and the skew-symmetry of S, it follows that ¢ has a quadratically conserved energy

functional,

d1

a1 a1
dt 2

2 _
= llally =

/ ¢*(z,t) dx = 0. (4.4)
§2

We can also define the associated continuum covariance equation using Eq. (1.6) and show (in a

similar manner as done for the state ¢) that the covariance P satisfies its own conservation property,
d 2
—_ P (561, o, t) dml dmz =0. (45)
dt Js Js;

The variance in this case satisfies the continuity equation, which implies that its L' norm on S2 is

conserved,

d 2 d 2
—||O = — c“(xz,t)dx = 0. 4.6
lt” Hl It /sg ( ) ) ( )

For initial states gy that are spatially correlated, the total variance, which is defined by
Eq. , is conserved. Note that the trace of the operator ’Pf (i.e., the total variance) is defined,
therefore the covariance operator 'Pf is trace class (Reed and Simon, 1972, pp. 206-208). For
spatially uncorrelated initial states g, the covariance P remains diagonal for all time (see Ch.
and the dynamics along the diagonal satisfy the continuous spectrum equation, Eq. . When
b= %V - v, the continuous spectrum solution P¢ satisfies the advection equation and is therefore
constant along the characteristics. In contrast with the discrete spectrum covariance operator ’Pf,

the continuous spectrum covariance operator P§ in Eq. (2.30) is not trace class, and the L!-norm
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of the continuous spectrum solution P¢ on S? is not constant in time unless the initial condition

Fg is constant.

4.2 Numerical Demonstration and Discussion

When propagating the covariance discretely in Eq. , it is often best to choose a nu-
merical scheme that will preserve the continuum conservation properties, described in this case by
Eqgs. - . The Crank-Nicolson scheme implemented in Ch. |3| in fact, is well suited to pre-
serve the continuum properties of the state, variance, and covariance. To demonstrate this, we will
consider the one-dimensional version of Eq. on the unit circle, S%, with the same experiment
setup as described in Ch. |3} the velocity v = v(z) is defined by Eq. and the unit circle is
discretized uniformly into N = 200 grid points.

By applying the Crank-Nicolson scheme to the one-dimensional version of Eq. , the

(explicit) propagation matrix M (which does not depend on time since the velocity v is independent

M = <I + A;s) - (I - A;s) . (4.7)

The matrix I is the N x N identity matrix and At is the time step associated with the time

of time) is

discretization. The matrix S is a discretization of the continuum operator 8§ according to the Crank-
Nicolson scheme. This discretization ensures that S is skew-symmetric, which is consistent with
the operator S. Since the matrix S is skew-symmetric, the propagation matrix M is unitary. Thus,
the Crank-Nicolson scheme applied to the state dynamics in Eq. is quadratically conservative,
preserving the discrete counterpart of the continuum energy conservation defined in Eq. .
The unitary property of the propagation matrix M has important implications for the discrete
covariance propagation, Eq. , as well. The Schatten p-norms, which are defined for any N x N

matrix A as
N 1/p
Al = (Z |M”> : (4.8)
i=1

where \; are the singular values of the matrix A, are unitarily invariant (Horn and Johnson, [1985|
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pp. 440-441). Therefore, all Schatten p-norms of the covariance matrix P for p < oo are conserved
when the propagation matrix M is defined by the Crank-Nicolson scheme, Eq. . For p = 2,
Eq. is the Frobenius norm, which is conserved and is the discrete counterpart of Eq. .
When p =1, Eq. is equivalent to the trace of the covariance matrix P, which is also conserved
for all time. This is consistent with the variance conservation defined by Eq. . Interestingly,
when the initial covariance matrix Pg is diagonal, the trace of the covariance matrix will still be
conserved during the discrete propagation. According to the continuum dynamics, the trace of
a diagonal covariance should not be conserved unless the initial covariance is constant along the
diagonal. Thus, inaccurate propagation along the diagonal should be expected in this case.

Without prior knowledge of the discontinuous change in the continuum covariance dynamics,
the Crank-Nicolson scheme seems well suited for discrete covariance propagation. One might expect
little or no variance loss during propagation since the Crank-Nicolson scheme is not dissipative and
will conserve total variance. We see, however, in Fig. [4.] that this is not the case. Figure
is similar to Fig. 3.8 in Ch. [3:2] where covariance matrices with different initial cut-off lengths
(proportional to their correlation length) are propagated up to a fixed time T (slightly after a full
time period) using the Crank-Nicolson scheme and the matrix diagonals are extracted and plotted
along the unit circle.

As seen in Ch. [3.2] the covariance diagonal extracted from the Crank-Nicolson propagation
in Fig. are smooth, but wholly inaccurate. First, consider the case where ¢ = 1 (orange), in
which the initial covariances are supported on the full domain. Correlation lengths for ¢ = 1 are
quite long, therefore it is expected that full-rank propagation will capture the variance well. We
see, however, that the extracted covariance diagonal for ¢ = 1 exhibits significant loss and gain of
variance when compared to the exact variance (black), which is particularly pronounced when the
initial variance is spatially-varying (panel b).

For all cases in Fig. the trace of the numerically propagated covariance is conserved,
though the diagonals themselves hardly resemble the exact variance solution (black). For initial

covariances with ¢ > 0, the total amount of variance loss is exactly equal to the amount of variance
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Covariance Diagonals Extracted from Crank-Nicolson Propagation (b =%VX)
Gaspari-Cohn Initial Correlation
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Figure 4.1: Covariance diagonals extracted at time 7" = 3.98 (slightly after a full time period)
from the Crank-Nicolson covariance propagation defined for states with b = %vx (one-dimensional
version of Eq. . In both panels, the colored curves denote matrix diagonals extracted from
propagated initial covariances constructed with the Gaspari-Cohn (GC) correlation function with
different initial cut-off lengths ¢ (denoted in the legend). Panel (a) corresponds to initial covariances
with unit initial variance, while panel (b) corresponds to a spatially-varying initial variance denoted
in the panel title. The exact solution to the variance equation (solid black) and continuous spectrum
equation (dashed black) are shown in both panels for reference, where in panel (a) both the ¢ =0
case (magenta) and continuous spectrum solution identically overlap.
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gain due to the conservation imposed by the Crank-Nicolson scheme. Simply taking the trace of
the covariance matrix as a diagnostic would not show the extent of inaccurate diagonal propagation
in this case, as the Crank-Nicolson scheme will ensure that the trace is preserved regardless of how
the scheme is actually approximating the diagonal.

The only case where the Crank-Nicolson scheme captures the correct diagonal dynamics is
when the initial covariance is the identity matrix, shown in the panel (a) (magenta curve). Since
the continuous spectrum solution satisfies the advection equation, a constant initial condition will
remain constant for all time. The Crank-Nicolson scheme captures this behavior exactly when the
initial covariance is the identity (or a scalar multiple of the identity matrix) since the propagation
matrix M is unitary, as the propagation reduces to MIMT = I for all time. When there is any
spatial variability along the diagonal, as shown for ¢ = 0 in panel (b), the discrete propagation does
a very poor job of capturing the correct dynamics.

The main takeaway from Fig. is that even though the numerical scheme, here the Crank-
Nicolson scheme, preserves important conservation properties and is not numerically dissipative, we
still observe considerably inaccurate diagonal propagation. The cause of this inaccurate diagonal
propagation, as we will see explicitly in the next chapter and Appen. [C3] is the discontinuous

change in the continuum dynamics along the x1, xo-hyperplane as correlation lengths tend to zero.



Chapter 5

Error Analysis of Full-Rank Covariance Propagation

Up to this point, we have observed that the discontinuous change in the continuum covariance
dynamics along the @1, xo-hyperplane identified in Ch. 2] results in inaccurate variance propagation
in discrete space. Chapters[3|and [4]demonstrate the severity of the inaccurate variance propagation
caused by discrete covariance propagation, Eq. . These numerical results motivate an inves-
tigation into the continuum dynamics being approximated along the covariance diagonal during
discrete covariance propagation. As mentioned in Ch. [ discrete covariance propagation defined
by Eq. indicates that its structure will be problematic because of the discontinuous change
in covariance dynamics along &1 = @5. The goal of this chapter is to investigate Eq. further
by determining the continuum dynamics being approximated along the diagonal. Through careful
error analysis of Eq. , we will uncover the explicit cause of the observed inaccurate variance

propagation.
5.1 Introduction

Before we derive the continuum dynamics being approximated along the covariance diagonal
during discrete covariance propagation (i.e., Eq. , let’s return to its standard formulation to gain
an intuitive sense for how covariances are evolved in discrete space. To illustrate this in simplest
terms, consider a discrete stochastic model state N—vector q that is propagated forward in time

(forecasted) from time t; to i1 (equivalent to Eq. with slightly different notation),

k+1 _ pphtLk

q q*, (5.1)
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where M*t1F is the deterministic N x N propagation matrix representing the discretized model
dynamics. For simplicity, we will assume the model dynamics are linear with no forcing, random
or otherwise. Unlike Eq. in Ch. [1} the time indices in Eq. are superscripts, rather than
subscripts, since subscripts will be used later in this chapter to denote the spatial discretization.
The corresponding N x N covariance matrix at time t;, P¥, is defined in terms of q* using

the expectation operator El[],
PY=E[(d" - q")(d" - T")"], (5.2)

where §* = E[q"] is the mean state and superscript T denotes the transpose. The covariance matrix

at time ¢4 1 can be derived from Eqs. (5.1) —(5.2)),
Pk+1 — Mk+17k(Mk+17kPk)T. (53)

Equation is the explicit, full-rank propagation of the covariance matrix derived from the
state dynamics (e.g. Kalman, |1960); this propagation is approximated at low rank using ensemble
statistics in ensemble-based schemes (e.g. Leith, 1974; [Evensen, |1994).

We can gain an intuitive sense of how inaccurate variance propagation can occur during
covariance propagation by making a few observations from Eq. . Covariance propagation in
Eq. can be interpreted as a sequence of two operations on the covariance matrix P*. The first
operation inside the parentheses, M*¥t1LFPF is the propagation along the columns of the covariance
matrix. This is followed by the propagation along the rows after the transpose is computedE Since
the sequence of operations in Eq. occurs along the columns and rows of P*, diagonal elements
of the covariance matrix, i.e. the variances, are necessarily approximated by off-diagonal elements.
Recall that off-diagonal elements Pfj, 1 # j, are smaller than the corresponding diagonal elements,
(Pi’-“j)2 < Pﬁ-P?j, because the covariance matrix is positive semi-definite. Thus, when correlation
lengths are small or, more generally, when there are sharp gradients near the diagonal, for instance,

one would expect Eq. (5.3]) to approximate the covariance diagonal poorly. In this way, the spurious

1 Sometimes this interpretation of covariance propagation is termed “operator splitting” in the data assimilation
literature (e.g., Ménard et al.| 2021, Sec. 2.1.1). We do not to use this terminology because Eq. (5.3)) is derived from
first principles and without operator splitting as defined in the traditional sense (e.g. [Iserles| |2009, pp. 378-380).
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loss of variance observed during Eq. is not necessarily a problem of numerical dissipation, but
can also be caused by the structure of discrete covariance propagation itself.

Approximating diagonal elements with off-diagonal elements during covariance propagation,
as we will see in this chapter, is particularly problematic for states governed advective dynamics,
Eq. . Recall from Ch. the hyperplane x; = x5 is a characteristic surface for the corresponding
covariance evolution equation, Eq. . As a consequence, in the limit as correlation lengths
tend to zero, there is a discontinuous change in the continuum covariance dynamics along x| =
xo. Approximating diagonal elements of the covariance with off-diagonal elements in Eq.
is therefore problematic, as the approximation is made across the discontinuity. For standard
discretizations used to evaluate Eq. , we will find that Eq. fails to approximate the

variance o2

, or even the continuous spectrum P¢, when correlation lengths are small enough. The
result, therefore, is inaccurate variance propagation, as Eq. is approximating the incorrect
dynamics along the covariance diagonal.

This chapter demonstrates that traditional methods of variance propagation, namely that
associated with Eq. , are inherently inaccurate for advective dynamics because of the discon-
tinuous change in the continuum covariance dynamics along the hyperplane ®; = x2. The loss
and gain of variance observed during covariance propagation is therefore a manifestation of the
inaccurate variance propagation caused by Eq. and the continuum covariance dynamics. To
show this, we will perform an error analysis of the diagonal propagation defined by Eq. in one
space dimension for two standard numerical schemes, one that is dissipative and one that is not.
The error analysis reveals that the continuum dynamics being approximated along the covariance
diagonal change as the ratio of the grid length to the correlation length becomes significant. When
the ratio of the grid length to the correlation length approaches unity, the approximated continuum
dynamics hardly resemble the continuum variance equation, Eq. , as several error terms that
are powers of this ratio become significant. Both discretizations we analyze here are identical up to

a highly dissipative-like term, indicating that the inaccurate variance propagation observed during

discrete covariance propagation is driven by the discontinuous change in the continuum covariance
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dynamics rather than the particular numerical scheme.

The goal of this chapter is to uncover the fundamental cause inaccurate variance propagation
observed during full-rank covariance propagation in advective systems. This chapter does not
present any explicit means to mitigate the inaccurate variance propagation, though we discuss the
potential of correcting Eq. in Ch. @ The intention with this chapter is to carefully present the
problem caused by standard methods of covariance propagation, identify the source of inaccurate
variance propagation in advective systems, and thereby open the door to potential solutions. The
results of this analysis have a direct impact in geophysical systems in which advective dynamics
defined by Eq. are an important component, such as general circulation models and chemical
tracer transport models, for example.

This chapter is organized as follows. Section establishes the preliminaries for the error
analysis presented in Sec. We will consider two, standard spatial discretizations of the state
equation, and from these discretizations we will derive the associated discretizations for the covari-
ance and its diagonal in Secs. and Section [5.3] derives the continuum dynamics the two
numerical scheme are approximating along the covariance diagonal. Two cases are considered. Sec-
tion presents the case for covariances that are continuously differentiable across its diagonal,
followed by the case when the covariance is not continuously differentiable across its diagonal in
Sec. The results for both cases are similar, but require slightly different approaches in their
analysis due to their different differentiability assumptions. Section [5.4] discusses recent work by
Pannekoucke et al.| (2021), which is similar to, but distinct from what is presented here. Conclu-
sions are given in Sec. [5.5] To supplement this chapter are Appen. which provides additional
derivations needed for the error analysis, Appen. which presents the error analysis for the state
equation in advection form to contrast with the main text which considers the state equation in
flux form. Appendix performs the error analysis for the state dynamics in Ch. {4 following the

analysis presented in this chapter.
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5.2 Derivation of Covariance Diagonal Discretizations

Covariance propagation as defined in Eq. represents a discretization in both time (index
k) and space (represented by vectors and matrices in boldface). In this chapter, we will find that it
is the spatial discretization that causes inaccurate variance propagation, independent of the time
discretization. Therefore, we will study the semi-discretization of the diagonal of the covariance,
where we only discretize in space and leave time as a continuous variable. This yields a system of
ordinary differential equations to which several different time-integration schemes can be applied
(and thus producing different numerical PDE schemes). Thus, the results presented here are quite
general.

For this analysis, take the spatial domain to be the unit circle, S%, and consider two standard
spatial discretizations for the state that will define the subsequent semi-discretizations for the
covariance. The first is a first-order upwind spatial discretization, which is commonly applied to
advective dynamics (Iserles, 2009, p. 398). The second scheme is a second-order centered difference
scheme, which was the spatial discretization used for the experiments in Chs. [3] and [@] For this

analysis, we will consider the one-dimensional version of Eq. (1.4)) on S% in flux form,

@ + (vq)z + (b — vz)g =0,
q(z,t0) = qo(). (5.4)

Discretizing the state equation in flux form will help to preserve any conservative properties that
may arise depending on the choice of b (e.g. mass conservation if b = v, in the context of the
continuity equation, see Hesthaven, [2018, Ch. 4) and is often the approach taken when developing
dynamical cores for weather and climate models (e.g. Lin and Rood) [1996). Appendix discusses
the semi-discretization in advection form, by way of contrast.

The unit circle S} is discretized into a uniform grid, z; = iAz fori = 1,2,..., N, Az = 2w /N,
and assume periodicity. Quantities evaluated on the spatial grid are denoted by the subscript 7, e.g.
q(x;, t) = qi(t), where the range i = 1,2,..., N is included where needed for clarity. Sections

and derive the semi-discretizations for the covariances using the upwind and centered difference



52

schemes, respectively, before proceeding to the error analysis in Sec.

5.2.1 Upwind Spatial Discretization

The upwind spatial discretization is applied to the spatial derivative (vq), in Eq. (5.4) and
results in the following semi-discretization of the state,

%Qi(t) = Aim [vic1(B)gi-1(t) —vi®)@ ()] — [bi(t) — (v2)i()]@i(t), i=1,2,...,N. (5.5)

It is assumed that v > 0 throughout the domain, so that Eq. (5.5)) does represent upwind differenc-
ing. The derivative of the velocity (v;);(t) in the zeroth-order term of Eq. (5.5)) is not discretized;
leaving this term exact will become important for the error analysis in Sec.

To derive the covariance semi-discretization associated with Eq. (5.5]), we first define the error

g(z,t) = q(z,t) — q(z, ), (5.6)

where § = E|[g| denotes the mean state. Using the definition of the error in Eq. (5.6) and the state
semi-discretization in Eq. (5.5)), we can derive the semi-discretization for the error,

%é‘i(t) = ﬁ [Ui_l(t)ﬁi_l(t) — Ui(t)é‘i(t)] — [bz(t) — (Ux)l(t)] €i(t), 7= 1, 2, ceny N. (57)

This semi-discretization for the error is identical to the state semi-discretization in Eq. (5.5)) since
the discretization in Eq. (5.5)) is linear and both b and v are deterministic. The covariance semi-

discretization follows from the definition of the covariance using the error (z,t),
P(x1,29,t) = Ele(x1,t)e(x2, )], (5.8)
which on the discretized spatial grid can be expressed as
P(z,zj,t) = P j(t) = Elei(t)e;(t)], 4,5=1,2,...,N. (5.9)

From Eq. (5.7)), this yields the semi-discretization for the covariance,

%Pi,j(t) = Aix{vz'—l(t)Pz’—Lj(t) +vj-1(t)Pij-1(t) — [vilt) + Uj(t)]Pi,j(t)}

= [bi(t) + b;(t) = (va)i(t) = (va); ()] Pij(t), 4,5 =1,2,...,N. (5.10)
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We can see that the covariance semi-discretization reflects the action of the spatial discretization
in Eq. in the ¢ and j directions, coinciding with actions along the columns and rows described
by Eq. .

Since we are interested in the propagation along the diagonal of the covariance, we take ¢ = j

in Eq. (5.10) to extract the semi-discretization for the diagonal of the covariance,

SPalt) = 2 (o O [Pesa®) + P (0] - 20 Pratr)

—2[bi(t) — (v2)i()] Pis(t), i=1,2,...,N. (5.11)

There are two important aspects of Eq. that arise from this derivation. First are the factors of
two that appear in front of v;(t)P;;(t) and the zeroth-order terms; the importance of these factors
of two will be discussed in Sec. Second is the appearance of the term P;_1,(t) + Pi;—1(t),
which represents an average across the diagonal. This averaging term is a second-order accurate

(centered) approximation of the diagonal element on the half-grid, 2P(z;_1 /2, 7;_1/2,t), which we

will discuss further in Sec. 5.3l

5.2.2 Centered Difference Spatial Discretization

Centered difference spatial discretizations are common in numerical solvers for differential
equations. Here, we apply a second-order centered difference scheme to the (vq), term in Eq. .
Though this spatial discretization scheme is different from the upwind scheme, we will observe
similar behaviors in the resulting semi-discretization of the covariance diagonal.

As with the upwind spatial discretization, we begin by applying the centered difference spatial

discretization scheme to the term (vq), in the state equation to produce its semi-discretization,

d 1

%qi(t) = % ['Ui_l(t)qi_l(t) — Ui+1(t)qi+1(t)] — [bz(t) — ('Uz)l(t)] qz-(t), 7= 1, 2, Ce ,N, (5.12)

where we keep the spatial derivatives of the velocity (v, );(t) exact as done for the upwind case. To
derive the covariance semi-discretization associated with Eq. (5.12)), we follow the same procedure

presented in Sec. The error g;(t) satisfies the same semi-discretization as the state, Eq. (5.12]),
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due to linearity, and using the procedure applied in Sec. we have the centered difference semi-

discretization for the covariance,

d 1

%Pi,j(t) = 9A. [0j—1 ()P j—1(t) — 011 (t) Pijsr(t) + vie 1 (8) Pi1,5(t) — vig1 (£) Pig,i(t)]

— [0i() + b;(t) = (v2)i(t) — (v2); (O] Pij(t), 4,5 =1,2,...,N. (5.13)

Taking ¢ = j yields the centered difference semi-discretization for the diagonal of the covariance,

%Pi,i(t) = ﬁ{vi—l(t) [Piic1(t) + Pic1,i(t)] — vigr (0) [Priga (8) + Pi+1,i(7f)]}

=2[bi(t) — (v2)i(D)] Pii(t), i=1,2,...,N (5.14)

)

Like the upwind semi-discretization for the covariance diagonal in Eq. , a factor of two
appears in front of the zeroth-order terms, but now there are two averaging terms, P ;1 (t)+Pi—1 ()
and P; j1+1(t)+Piy1,i(t), instead of just one. This pair of averaging terms resulting from the centered
difference scheme will be seen to play a key role in determining the continuum dynamics being

approximated along the diagonal.

5.3 Analysis of the Covariance Diagonal Propagation

The semi-discretizations of the covariance diagonal for the upwind and centered difference
schemes in Eqgs. and , respectively, both contain terms that average across the diagonal.
These averaging terms influence the continuum dynamics that the numerical schemes are approx-
imating, and we will show in this section how these terms manifest themselves during discrete
variance propagation.

For the error analysis, we will use Taylor series expansions, which is a common technique used
to study the continuum dynamics being approximated by numerical schemes. Since Taylor series
expansions require the existence and continuity of a certain number of derivatives, we will consider
two cases regarding the differentiability of covariances. The first case we consider are covariances
P(x1,x9,t) that are at least four times continuously differentiable across x; = x5 in Sec. m

This is followed by Sec. where we assume the covariance is not continuously differentiable
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across r1 = xo. Such discontinuities across x1 = xo can occur when gradients are steep near the
diagonal or as correlation lengths become small, for example. A covariance model with a cusp along
x1 = X3, such as the First-Order Autoregressive (FOAR) correlation function, Eq. , is another
such example. Though these two cases differ in their assumptions on differentiability, they yield
similar results that describe the behavior observed along the diagonal during discrete covariance

propagation.

5.3.1 Continuously Differentiable Across x; = x9

We begin with the case that the covariance P(x1,x2,t) is four times continuously differ-
entiable in space, i.e. P(x1,z2,t) € C*(St x SI). We will also assume the velocity field v(z,t)
is four times continuously differentiable in space, v(z,t) € C4(S1). Recall that the covariance
satisfies Pj;—1(t) = P(zj,zi—1,t) and P;;41(t) = P(x;,xiy1,t) and is spatially symmetric, e.g.
P(xj,wi—1,t) = P(xi—1, 3, t).

Upwind Spatial Discretization

The term we are interested in applying the Taylor expansions to is v;_1 (t) [P'L;l,i(t) +Pii1 (t)]
in Eq. . The covariance terms are averaging across the diagonal of the covariance to approxi-
mate the covariance at the half-grid point P(x;_1 /9, ;_1/2,t). Therefore, we will expand the terms
in v;_1(t) [Pi—1,i(t) + Pii—1(t)] about x;_1/2, ;_1/2.

Since the covariance is continuously differentiable and symmetric, the Taylor series expansion
of the averaging term only contains even order derivatives as the odd order derivatives of the
covariance vanish due to symmetry. When expanding both covariance terms about x;_; /5, ®;_1/2

and also expanding v;—1(t) about x;_; /o, we have the following,

Vi1 () [Pim1,i(t) + Piic1(t)] = 20(x;1 /2, ) P21 /2, Ti1 /2, 1) — Azvg (219, t) P(2;_1 /9, T;_1 /2, t)
Az\? Az\?
+ <2> V(Ti_1/2,t) Pa(Ti1/2,t) — <2> Uz (Ti1/2, 1) P2(Ti—1/25 1)

+J 7 (Tim1/2,t) + K(zi-1/2,1) (5.15)

The terms J~ (z;_1/2,t) and K (z;_1/2,t) are error terms defined in Eqs. (C.1)) and (C.2), respec-
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tively. The term J~(x;_1/9,t) contains products of the covariance evaluated along the diagonal
and spatial derivatives of the velocity and is O(Axz?). In contrast, the term K (z;_, /2,t) contains
product of the velocity and its derivatives with derivatives of the covariance across the diagonal
and is O(Az*) . We use the Landau notation, O(Ax*) for example, here to denote that the terms
are bounded by MAz* for some nonzero constant M due to the assumptions of differentiability.
Though K(z;_y/9,1) is O(Ax*) for correlation lengths bounded away from zero, we will see later
that these terms do become significant as correlation lengths become small for fixed Ax.
In Eq. , we introduce the notation P(w;_y/9,t), which is the following linear combina-
tion of second spatial derivatives,
Py(x,t) = | Ppyoy (21, 22, 1) — 2Py, 0y (21, 2, ) + Pryu, (71,22, 1) : (5.16)
T1=r3=x
By substituting the expansion in Eq. into the upwind covariance diagonal semi-discretization

in Eq. (5.11) and rearranging slightly, we have the following,

d 1
&P(ﬂ%ﬂfiat) = Az [20(2;_1 /9, t)P(2i_1/2, %12, ) — 20(w4, 1) Pz, 34, 1))

= 2[b(xi,t) — v, )| P(2i, @iy ) — vp (2512, ) P(23-1 /2, Ti-1 /2, 1) (5.17)
2
T

7%(1’@‘_1/2, t)PQ(ffz‘—l/Q» t)

Az
+ Tv(ifi—l/Q,t)PQ(iUi—1/2,t) -3

1 _
T Ay [T (im1y2, ) + K (25212, 1)] -

Equation contains terms on the grid points z; and x;_;/5, therefore the final step
is to expand all terms to the common grid point z;. For example, the first group of terms on
the right-hand side of Eq. represents a first-order upwind spatial discretization of —(vP)y
evaluated at 1 = xo = x;, where the factors of two are a result of this approximation being made
with the points x; and x;_1/5. When rewriting Eq. so that all terms are on the grid point

x; (see Appen. for details), we arrive at the continuum dynamics the numerical scheme is
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approximating,

P a0ty = —(0P),| ~ [2b(ai, ) — 20 (@i, )] Plas, 2 )

dt T1=T2=I;
Aq? Az
— g, ) P, i, ) — g (vBs) | — %vx(xi,t)Pg(xi,t) (5.18)
Az
+ Tv(:ci, t)Pg(xi, t) + Gu(xz, t) + Hu(a:i, t).

We have kept in Eq. terms that are significant and defined new error terms G, (z;,t) and
H,(x;,t). The quantity G, (z;,t) contains terms involving the covariance and its derivatives along
the diagonal and is O(Axz), while H,(x;,t) contains the derivatives of the covariance across the
diagonal and is O(Ax3). See Appen. for further discussion and formulation of G,, and H,,.
Since the error terms in Eq. are at least O(Ax), the scheme is first order, which is the same
as the order of the upwind semi-discretization.

Due to the similar behaviors of Eq. and the centered difference case derived in the next
section, we save the discussion of this equation for Sec. [5.3.1]

Centered Difference Spatial Discretization

The error analysis of the centered difference semi-discretizaion of the covariance diagonal in
Eq. is similar to the analysis presented for the upwind scheme in the previous section. In
this case, there are two sets of averaging terms to which we will apply Taylor series expansions.
The first averaging term v;_1 (¢) [P;—1,i(t) + P i—1(t)] is expanded about Ti_1/2, Ti—1/2, as was done
for the upwind scheme. The expansion for the other averaging term v;11(t)[Piy1,i(t) + Piiy1(t)] is

done in a similar manner about x;,1/2, ®;;1/2,

Vi1 () [Pig1,i(t) + Piig1(t)] = 20(xig1 /2, 1) P(@i41 /2, Tig1 /2, 1) + Aavg (@511 /2, 1) P(Ti41 /9, Tig1 /2, 1)

Az\? Az\?
{5 ) v@inye ) Pa(iprye ) + { ) vel(@ivay2, ) P2(Tit )/, t)]
+ I (172, ) + K (25412, 1) (5.19)

As before, J* and K are error terms defined in Egs. (C.1)) and (C.2) and are O(Az?) and O(Az?),

respectively. Substituting Eqgs. (5.15)) and (5.19)) into the semi-discretization in Eq. ((5.14) is a bit

more involved than the upwind scheme; the details are given in Appen. Due to the expansions
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about x;_1/9, T;_1/2 and T 12, Tiy1/2, the centered difference semi-discretization produces two
types of terms. The odd-order terms in Az are centered difference approximation of first derivatives

at x;, while the even-order terms in Az are average approximations of those quantities at x;. See

Appen. for explicit examples.

By rewriting the pairs of odd and even terms obtained during the Taylor series expansion
into derivative and average approximations, respectively, we obtain the approximated diagonal

dynamics for the centered difference numerical scheme,

iP(xi, xiyt) = f(vP)x‘

dt - [2b(l‘ivt) - 2Ux(33i,t)]P(xi, :Ei,t)

T1=To=T;

2 ASE2

(vP) | — =gz, t) Py (4, 1) (5.20)

rlr=x; 8

Az

— Vg (mi, t)P(xy, iy t) — 5

+ Gc(l'i, t) + Hc(.%'i, t).

Similar to the upwind scheme, G.(z;,t) contains derivatives of the covariance along the diagonal,
while H.(x;,t) contains the derivatives of the covariance across the diagonal. In this case, however,
Go(xi,t) is O(Az?) and H(z;,t) is O(Az?) as a result of the centered difference scheme; see
Appen. for their explicit formulation. Since the error terms are at least second order, Eq.
is the same order of accuracy as the centered difference spatial discretization applied initially.

Approximated Dynamics and Their Relation to Correlation Length

The upwind and centered difference semi-discretizations produce similar approximated dy-
namics along the diagonal in Egs. and . The first two terms on the right-hand side in

both of these equations captures what looks like the continuous spectrum equation in flux form,

Pf + (vP%), + (2b — 2v,) P¢ = 0,

P(z,ty) = Ps(x) (5.21)
rather than the variance equation,

o7 + (vo?)y + (2b — v,)0? =0,

o?(z,to) = o3 (x). (5.22)



99

If we take a closer look at the second and third terms on the right-hand sides of Egs. and
, the additional zeroth-order term —w,(x;,t)P(z;,x;,t) appearing next is what allows the
schemes to approximate the variance equation. By canceling out one factor of vy (x;,t)P(x;, x4, t)
in the second term, this third term allows both schemes to recover what looks like the variance
equation in Eq. .

The additional terms on the right-hand sides of Egs. ([5.18) and (/5.20]) include terms involving

P, and its spatial derivative, and as we will see, these can alter the dynamics along the diagonal.
To illustrate this, we can rewrite P, by decomposing the covariance P(x1,x2,t) into the product of

the diagonal quantityﬂ P(z,z,t) and correlation C(x1,x2,1),

P(.%‘l, 2, t) =V P(a:l, x1, t)C(.CCl, o, t)\/ P(l‘g, 9, t). (523)
After differentiating according to Eq. (5.16|), we have

Py(z;,t) = Py, x, t){ log[P(z, z,1)] } + P(zi, i, t)Ca(z4, ), (5.24)

Tx }x:mi

where Cy(z,t) is the same linear combination of derivatives used to define Po(x,t) in Eq. (5.16])
applied to the correlation C(x1, z2,1).
The term P, directly relates to the correlation length through Cs, where we can define the

correlation length L(x,t) as follows,

1

L*(z,t) = Ot

(5.25)

as defined in Eq. (4.33) of Cohn| (1993). Therefore, terms involving P in Egs. (5.18) and (/5.20))

2 We choose to use a general diagonal element P(z,z,t) rather than the standard deviation or variance in this
decomposition because of the discontinuous change in dynamics as correlation lengths tend to zero, as described in
Ch. [2] When states are initially uncorrelated, the dynamics along the diagonal are governed by the continuous spec-
trum equation, Eq. , not the variance equation, Eq. . Therefore, decomposing the covariance in Eq.
using the standard deviation would not be correct for spatially uncorrelated initial states.
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can be rewritten in terms of the diagonal element and correlation length,

Upwind:
d Ax?
%P(xz,xz,t) = _(UP)Z‘I1:$2:$Z |:1 8[1((1;,“):| — |:2b<$z,t) — 2Uw(.%'z,t):| P(:L’l,l‘,,t)
A 2
— Vg (i, t)P(ay, i, t) [1 8L(:§c)] (5.26)
A _ 3
Wj;)v(xi, t)P(xi, zi,t) + Gu(zi, t) + Hy(xs,t),
Centered Difference:
d Ax?
%P(:ci,xi,t) = _(UP>$‘x1:x2:a:i [1 81)(:1:1,)} — [2b(x4,t) — 20y (24, t)] P(mi, x4, t)
Aa:2 ~ -

The error terms G, Hy, G., and H. have been updated after replacing P, with its expansion in

Eq. 1' to define Gy, H,, G, and H,, which are given in Appen.

Both the flux term —(vP)x and zeroth-order term —uv,(x;,t)P(z;,x;,t) have a coefficient in

Egs. - that now depends on the ratio of the grid length Ax to the correlation length L.

For correlation lengths that are sufficiently large, LQA(;”:t) is small and tends to zero as Ax tends to

zero for this large, fixed L. This case yields an extra factor of —uv,(x;,t)P(z;,x;,t) that combines
with the other zeroth-order terms in Egs. ([5.26]) — (5.27)) to recover the variance equation, Eq. (5.22)).

When correlation lengths become small enough such that the ratio ~ 1, both the flux term

Az?
8L2(z,t)
—(vP), and the extra —uvy(x;,t)P(x;, x;,t) term vanish, reducing the partial differential equation

to an ordinary differential equation in time only.

We can write the behavior observed in Egs. ([5.26) — (5.27)) concisely as
pt + A, t)(vp)g + (20 — 2ug)p + A, t)vgp = 0, (5.28)

where p = p(z,t) = P(x,x,t) represents the general diagonal element of the covariance, and

Ax?
Az, t)=1— ST (5.29)

The coefficient A(x, t) plays a primary role in the dynamics the numerical schemes are approximating

along the diagonal of the covariance as the correlation length L(z,t) evolves over space and time.
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As derived in (Cohn| (1993, Sec. 4b), the correlation length L(x,t) for states governed by Eq. ([1.4)

satisfies its own differential equation,

Li+vl, —v,L =0,

L(x,tg) = Lo(x). (5.30)

For spatially-varying velocity fields (v, # 0) the correlation length L will evolve over space and
time. In particular, from Eq. , 1/L satisfies the continuity equation. This implies that regions
of convergence (where (v/L), < 0) will cause correlation lengths to shrink, balanced by regions
of divergence (where (v/L); > 0) where correlation lengths grow since 1/L integrated over S} is
conserved. Small correlation lengths can be expected to occur dynamically, therefore A can become
significant enough to alter the dynamics being approximated along the diagonal of the covariance.

The difference between the upwind and centered difference approximated dynamics occurs
with the additional first-order error term, —%v(wi,t)P(@,xi,t}, in Eq. . This term
does not appear in the centered difference scheme, as it becomes a second-order error term when
performing the analysis (see Appen. . The term —%v(mi,t)P(azi, x;,t) is a zeroth-order
dissipative term, which can be even more problematic than the second-order dissipative terms that
are commonly encountered during upwind differencing. Even for modest correlation lengths, this
dissipative term can be quite significant, changing the approximated dynamics along the diagonal
considerably. This zeroth-order dissipative term is a result of the discontinuous change in continuum
dynamics, and is different from the numerical dissipation often discussed in the context of covariance
propagation (i.e., a second-order dissipative term). Additional discussion on this in the context of
other data assimilation literature is given in Secs. and

The magnitude of A depends on the correlation length L, which we know from its governing
dynamics in Eq. , can shrink for a spatially-varying velocity field. To gain an idea for how
large |A| can become, we consider the following one-dimensional example in which the correlation
lengths can be computed exactly. We let states ¢ satisfy the one-dimensional version of Eq.

with b = v,, and take the velocity v = v(z) = sin(x) + 2 to vary in space, but not time. The
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Solutions Lzr) forLi+vliy—vyL=0,Lp=cvV0.3,v=sin(x)+2, T= 2n/\/§

8L2(x,
n,=200 (Ax = 0.0314) nx=500 (Ax = 0.0126)
010-(a.) ............................................................... -(b) ..............................................................
‘_'-Q! 0.08 A1
o
[I 0.06 -
O
= 0.04-
(=]
£ 0.02 1
0.00 - . . . : {H_. —
1.5 {(c) 1(d)
LN
o
o 1.0
Il
O
o
=
£
0 ' n ' 2n
— = () =T /4 t=T/2 — = 5T/6 e Ax2/8L2=0.1 — AXx?%/8L2=1
Figure 5.1: Time snapshots (colors) of the ratio E;L%—fjt) as functions of space for different initial

correlation lengths Ly and number of grid points on the discretized unit circle. Correlation lengths
L(z,t) are exact solutions to Eq. with constant initial correlation lengths Lo, where L
corresponds to the correlation length of the Gaspari-Cohn correlation function introduced in Ch.
Each row corresponds to two different cut-off length parameters ¢, where ¢ = 0.25 corresponds to
the initial correlation function being compactly-supported on a quarter of the domain, for example.
Each column plots solutions for two uniformally-spaced spatial grids, with 200 grid points on the
left and 500 grid points on the right. Solid black lines indicated where the ratio MAT%;J) is equal to
one, and black dotted when the ratio is one-tenth.
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solution to the state ¢ in this case, as well as the correlation length L, can be solved exactly and
are given in Appen. For different initial correlation length and fixed grid lengths Az, we can

solve for the ratio A( 7y asa function of space and time. Figure illustrates these results. Each

8L2

Ax2

panel plots the ratio 82 (20

y on the unit circle at different times (colored lines) by solving for the
correlation length L from Eq. . Each row corresponds to a different initial correlation length,
which is constant and taken to be the correlation length of the Gaspari-Cohn correlation function
introduced in Ch. Fach column corresponds to two different uniform spatial discretizations,

equivalently, two different values of Azx.

We can see in Fig. that the ratio

2 . .
S L2 ( n evolves over time and can become quite large.

For the larger initial correlation length (top row), the values of the ratio : y are small, but in

Az
8L2(z,t
panel (a) can be significant enough to alter the dynamics along the diagonal in Eq. (5.28]). This

becomes more pronounced for the short initial correlation length (bottom row), where values in

panel (c) vary significantly and become quite large. Values of B that are greater than one

8L2(

reverse the direction of propagation, which we see can occur for the values shown in panel (c).
Even for a relatively dense spatial grid with n, = 500 in panel (d), the short initial correlation

length case produces values of 7 that can be significant, larger than the values shown in

8L2(
panel (a). One could surmise here that increasing spatial resolution may not be an adequate
solution to combat inaccurate evolution along the covariance diagonal. Additionally, large-scale
data assimilation schemes are already computationally expensive, and increasing spatial resolution
such that the ratio g LQZCQ o is small enough may be too costly.

From Fig. we can also deduce the size of the dissipative first-order error term (fourth term

on the right-hand side) in Eq. (5.26). Since the ratio ’ y can become large, this implies that

Ax
8L2(z,t

the first-order error term y may also become quite large. If this term is large enough, it can

Az
AL2(z,t
cause significant dissipation that manifests itself in what looks like variance loss during covariance
propagation. From Eq. (5.26) we see that along with this dissipative term, the approximated

continuum dynamics are changing as well, indicating that the underlying problem is inaccurate

propagation.
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The error terms H, and H. in Egs. (5.26) and (5.27)), which contain derivatives across the

covariance diagonal, also depend on powers of the ratio Axz/L(x,t). Though we do not include the
explicit formulation of these error terms in Egs. and , they too can become large as
the ratio Az/L(x,t) approaches unity. Hence, Fig. can provide insight into how these error
terms can behave and further alter the approximated diagonal dynamics when correlation lengths
become small for fixed Azx.

Figure [5.1] quantitatively demonstrates that A can significantly alter the dynamics along the
diagonal of the covariance even for modest initial correlation lengths and dense spatial discretiza-
tions. Therefore, the O(Ax?) coefficient in the first and third terms on the right-hand sides of
Eqgs. and is not a negligible error term as it directly influences the continuum dynam-
ics along the diagonal of the covariance. The inaccurate variance propagation caused by the P»

error term is a consequence of averaging across the diagonal.

5.3.2 Discontinuous Across r; = x9

Differentiability of covariances across x1 = x9 is not always guaranteed. For example, gradi-
ents near the diagonal can become sharp enough that differentiability across 1 = x9 is lost relative
to the size of the discrete grid, in which case the analysis of the previous section does not apply.
In this section, we assume that the covariance is not differentiable across z1 = x2 and instead take
advantage of the symmetry of the covariance function to derive results similar to those derived in
the continuously differentiable case.

We will now assume that the covariance is four times continuously differentiable away from
r1 = T9, but not across x; = x9. The spatial derivatives from the left and the right of x1 = x9 are

assumed to exist and are defined as follows,

oprP oprP
P;tl(:cl,xg,t) = lim —(z,x9,1); ij;(:vl,:cg,t) = lim —(z1,x,1), (5.31)

x—)xf T x—)xgz 45
where the superscript + denotes derivative from the right and — the derivative from the left. Using

this notation, we will redefine P, of Eq. (5.16)), and introduce two new terms P; and Ps, which will
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now appear in the expansions,

P (x,t) = | Py (21,32, t) — P (21,2, 1) ; (5.32)
L T1=To=2x

Py (a,t) = | Py, (1,22, 1) = 2P, (w1, 2,t) + PET, (21, 22, 1) : (5.33)
L T1=To2=2x

Pf(x,t) = |PEEE (21, 20,t) — 3PEEE (21, 29,t) + 3PETE (21, 29,t) — PEEE (21, 29,1)

r1Tr1ITq T1X1x2 T1x2T2 X2I2T2
T1=To=x
(5.34)
By symmetry of the covariance, we have that
Py (@,t) = =P (e.t). Py (a,t) = Py(a.t), Py (0,t) = —Py (), (5.35)

for all  and t. During the expansions, derivatives will either be taken from the left or the right de-
pending on where x; /5 and x;, 12 lie on the spatial grid relative to the other spatial variables. We
still assume that the velocity field is four times continuously differentiable in its spatial argument.

We begin with the upwind spatial discretization. As before, we will expand the average term
vi—1(t) [P,;,l,i(t) + Pi,i,l(t)] about z;_y /9, 7;_1/2, but this time taking partial derivatives from the
left for spatial variable z; and from the right for spatial variable z;_;. After computing these
expansions and invoking the symmetry property in Eq. to rewrite derivatives in terms of
the right partials only (see Eq. in Appen. for example), we have the following semi-

discretization for the upwind scheme,

d 1
&P(l‘i,ﬂfi?t) = Az [20(2i_1 /9, ) P(2i_1/2, %12, ) — 20(w4, 1) P (i, 34, 1))

— 2[b(2i, t) — vy (s, t)] P(wi, x5, )
— g (12, ) P(@5-1 /2, Ti—1 /2, t) + 0(@i_1 /2, 1) Py (4212, 1) (5.36)

Az
+ e [U(mi—l/%t)P;(xi—l/Zyt) - 2U$($i—1/27t)P1+(xi—1/27t)]

Az

1 _ ~_
- Tvz(%—l/mt)Per(xi—uQ,t) + Ax [J (Ti—1/2,t) + K (332‘—1/2775)} .

Like in Eq. 1D we have two error terms J~(x;_1/9,t) and f(‘(xi_l/Q,t), which are defined

in Egs. (C.1) and (C.19), respectively. Here, J~ is O(Ax?) and contains covariances evaluated
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along the diagonal, while K~ is O(Az*) and contains terms that are derivatives (from the right) of
the covariance across the diagonal. We observe here that Eq. contains terms involving Pfr
and P3+ that did not appear in Eq. , including in K~ (w;_1/2,t). When the covariance has
continuous derivatives across r1 = x9, Pfr , P2Jr , and Pgr become full derivatives and Pl+ and Pgr
vanish, so that Eq. and Eq. are equivalent.

Like the continuously differentiable case, the first group of terms on the right-hand side of
Eq. is a first-order upwind spatial discretization of —(vP), evaluated at z1 = z3 = x;, and
there are additional terms evaluated on the half-grid that must be expanded to the grid point x;.
When expanding terms about z; in Eq. , the approximated dynamics along the diagonal of

the covariance for the upwind semi-discretization is the following,

iP(aci,x,-,t) =— (vP)g| — [2b(i, t) — 204 (2, 1) P24, 4, 1)

dt T1=T2=T;
+ Az? +
— (24, t) P(mi, i, t) — vz (i, t) |AxP (24, 1) + TP2 (24,1) (5.37)
A
(s, t) | P (s t) + fP;(:ci,t)]
A Az? . .
= S0 (P, ey, — 0@ (P |y, + Culan ) + Hulain).

The error terms G, and H,, are of a similar definition to those in Sec. with G, being O(Axz)
and H, being O(Az?) due to the presence of P1+ . See Appen. for further details.

There are important similarities and differences between the approximated dynamics in
Eq. compared to its counterpart when the covariance is continuously differentiable, Eq. .
When the covariance is four times continuously differentiable, P1+ and P3+ vanish, and Eq.
would reduce to Eq. . When Pl+ and P; are nonzero, additional error terms are introduced
to Eq. that are problematic. The zeroth-order term v(z;,t) Py (x;,t) on the right-hand side
of Eq. is particularly problematic, as the scheme that governs the diagonal propagation is
no longer even first-order accurate because of this error term.

We see similar behaviors in the approximated dynamics for the centered difference spatial

discretization. As in the continuously differentiable case, there are two averaging terms that need
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to be expanded. The term wv;_1(¢) [Pi,u(t) + Pm-,l(t)] was already expanded for the upwind
case, therefore we are left to expand the other averaging term, v;41(t) [PiH,@-(t) + Pi’i+1(t):|, about
Tit1/2, Tiy1/2- In this case, derivatives are taken from the right for spatial variables ;1 and
from the left for spatial variables z;_1. The details of the expansions are lengthy and presented
in Appen. for reference. The expansions produce Pfr and ]—73+ terms that appear due to the
discontinuity in the derivatives across x1 = x5 and would vanish when the covariance has at least
four continuous derivatives across x1 = x2. As a consequence, we retain odd-order error terms,
unlike the continuously differentiable case. The approximated dynamics for the diagonal of the

covariance from the centered difference spatial discretization scheme is as follows,

iP(xi,xi,t) =— (vP)x|

dt - [2[)(.1‘,’,t) - va(xi,t)] P(l'i,l’i,t)

T1=T2=T;

A 2
— g (24, ) P (@, 24, t) — v (4, 8) | AP (3, 1) + %P;(xi, £) (5.38)

Ax 2

Ax
_ 7U($i,t)(Pl+)m’w=$i 8

(i, t)(PyF) | + Gl t) + Hy(;, 1),

r=x;
with the error terms G, and H, defined in Appen.

As in the upwind case, there are now additional error terms involving P1+ and 133Jr as a
consequence of the covariance having discontinuous derivatives across x1 = x2. The presence of the
first-order term —Axv,(z;,t) Py (x4,t) in Eq. renders the order of the diagonal propagation
to be first-order accurate, reducing the order of accuracy that would be expected from a centered-
difference scheme. The results for both the upwind and centered difference cases indicate that for
covariances that are not continuously differentiable across x1 = x4, neither scheme can approximate
the variance dynamics accurately, regardless of the magnitude of Pf’ . Similar to the continuously
differentiable case, the upwind scheme contains additional terms in Eq. that are not present
in the centered difference scheme in Eq. , as they move to higher order.

Since the covariance is not continuously differentiable across x1 = xo, rewriting Egs.
and in terms of the correlation length defined in Eq. cannot be done. However, we can
gain a better idea of the behavior of the approximated dynamics in this case by rewriting Pfr and

Py in terms of the diagonal element P(z,x,t) and the correlations Cj" and C, which are defined
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as in Egs. (5.32) and (5.33)) instead for the correlation C. First, we expand P~ and P, as follows,

P (x,t) = P(x,2,t)C (,1), (5.39)

P (z,t) = P(z,x,t)10g(P)qgs| + P(x,2,t)CS (2,1). (5.40)

T1=T2=T

Thus, the approximated dynamics for the upwind and centered difference schemes can be rewritten

in terms of correlations,

Upwind:
d Az Az?
£P(1Ui,$z’,t) = —(WP)e|, . o [1 + chr(l‘z’,t) + 80;(%’15)]

— [2b(x3, ) — 20y (23, )] P(%5, i, 1)

2
—vm@%tﬂ%xhxhﬂ[l+-efCﬁ(xhﬂ—%AgrCj@mjﬂ

—v(x, t) Pz, x4, t) [ — Of (m4,t) — %C’;(mi,t) (5.41)
Az Az?
# SO, + (), )

A
+ Gul(zg,t) + Txv(:ci, t)P(x;, z, 1) log(P)m‘m:m:x_
2

A
+ Hu(xht) - % [UP log(P>zm}x‘

T1=T2=x;

Centered Difference:

2
1+ S50t i + S50 o)

d
— P(zi,2,1) = —(vP),| S

dt

T1=T2=T;

— [2b(:1:i,t) — 2vz(xi,t)]P(xi, x;, t)

2
— q;x(a;i, t)P(CL‘i, i, t) I:l -+ %Cf(xz, t) + AQUC;(@"Z, t):| (5.42)
Ax Az?
— v(@i, 1) Pz, w3, t) [2(Cfr)z‘zx + S(Cg_)a:‘wzz}

2

R A N
+Qmﬁ—i?WWmmMJ + Ho (2, 1)

T1=T2=2;

The impact of averaging across the diagonal in Egs. (5.41) and ([5.42)) is quite similar to that

of the continuously differentiable case discussed in Sec. when the approximated dynamics

are written in terms of derivatives of the correlations. In fact, if the covariance is continuously
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differentiable across x1 = x9, then this collapses exactly to the equations in Sec. as the
correlation length can then be defined. The presence of C; and its derivative introduces additional
error terms that change the order of accuracy of the schemes and further alter the dynamics.
Though the correlation length L of Eq. is not well-defined in this case, one could assign
a correlation length for C’fr and C’; . For example, consider the First-Order Autoregressive (FOAR)

correlation function, first introduced in Eq. (3.6]) and revisited here with slightly different notation,

Croar(x1,xy) = e~ lle1—z2ll/L, (Eq. (3.6), revisited)
where L > 0 is the length-scale parameter and || - || is a norm (e.g., chordal distance on the unit

sphere, Euclidean distance on the plane). The FOAR correlation function is not continuously
differentiable across x1 = xo due to the cusp along x1 = xs. Unlike correlation functions that
are at least twice continuously differentiable across x1 = z9, the second derivative from the left
and the right of the FOAR correlation function is positive. Therefore, Cfr and C’2+ for the FOAR
correlation function can be rewritten in terms of the length scale parameter L.

Generalizing the definition of a correlation length for C;r , however, is not straightforward.
For twice-continuously differentiable correlation functions, the second derivative of the correlation
must be negative along x1 = xo since this is where the correlation is a maximum. However, when
the correlation function is not continuously differentiable across x1 = =z, the sign of C’;r does
not matter. The FOAR correlation function, for example, has its second derivatives Cy and Cy
both positive. Therefore, defining a correlation length analogous to the continuously differentiable
case is not obvious. The correlation length scale associated with nonzero Cf , however, can be
generalized. Since 1 = x2 is a local maximum for correlation functions by definition, we can define
a correlation length whose sign will remain consistent for different correlation functions (similar to
the first derivative test for determining local extrema). We can define correlation length scale L
to be

(5.43)
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and express P; in terms of this correlation length,

P(z,z,1)
P[ (x,t) can be defined in terms C} , where the relation C;” = —C] will yield the a similar definition

of Li(z,t) as given in Eq. (5.44) so that Li(z,t) remains positive.
5.4 Discussion of Pannekoucke et al.| (2021)

Recent work by Pannekoucke et al.| (2021)) (hereafter referred to as P21 in this section) seeks to
quantify the errors caused by numerical discretization during covariance propagation. The results of
P21 are similar to, but distinct from, the error analysis of this chapter in the motivation, approach,
and interpretation. In this section, we will discuss the results of P21 in the context of this thesis.

The motivation for P21 is to identify the contribution of numerical discretization of the
state dynamics to the model-error covariance matrix, often denoted as Q, which is added to the
discrete propagation in Eq. . The authors quantify the errors caused by numerical discretization
by determining the approximated variance dynamics. The authors compute the approximated
variance dynamics as follows: first, the authors discretize the state equation (in both space and
time) according to a chosen numerical scheme, then they Taylor-expand the state to recover the
continuum state equation that is being approximated to higher order. Finally, the authors then
derive the approximated dynamics for the variance from this approximated state equation. Though
the error terms P21 recover in their approximated variance equation are identical to those derived
in this chapter, their method of recovering these terms differs from this chapter’s analysis and falls
short of identifying the fundamental cause for these error terms, as described below.

We begin this section by showing that the error terms recovered by P21 are equivalent to
those derived in the error analysis of the state equation in advection form, Appen. [C.2] With this

established, we conclude this section with further discussion of P21.
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5.4.1 Analysis of Their Approximated Variance Dynamics

The state dynamics in P21 satisfy the one-dimensional advection equation, Eq. for b = 0.
The authors apply a first order semi-Lagrangian scheme with linear interpolation to compute the
full discretization for the state. Here, we will apply the discretization in space only, which is
a first-order upwind scheme, to recover the corresponding semi-discretization using the notation
established in this chapter,

d v; (t)

%Qi(t) = Ay [gi-1(t) — qi(t)]. (5.45)

In line with the analysis applied in P21, we expand the state ¢;—1(¢) about x; to second order in

space, then substitute this expansion back into Eq. (5.45)),

1
%q(xi, t) = —v(w;, t)qe(zi, t) + gAxv(xi, )z (ziy t) + O(AZL‘2). (5.46)

Equation is what we will now use to determine the approximated dynamics for the variance.
In P21, the authors skip Eq. and instead present the “modified equation,” which is the PDE
the numerical scheme is approximating to higher order. To remain consistent with error analysis
presented in this chapter, we will not do this and instead work directly with Eq. .

To proceed to the approximated dynamics for the variance, we will consider the error e(z, t)
defined in Eq. . Due to linearity and v being deterministic, the error e(x;,t) also satisfies

Eq. (5.46). Next, we can determine the associated equation for the product e(x;,t)e(x;, ),

%s(mi, t)e(x),t) = —v(ws, t)en(mi, t)e(xy, t) — v(xjy, t)es(z;, t)e(i, t)

+ %A:c [0(2i, t)eqan (@i, t)e(x), t) + v(2), O)era(xj, t)e(ws, )] (5.47)

To deviate slightly from P21 so that the derivation of the approximated variance dynamics is clear,
we will now adopt the notation used in this chapter. Observe the following relation for the sum of

the second partial derivatives of the covariance P,

[Poo(z,2,t) + Pa(z,1)]. (5.48)

B 1
r1=x2=x 5

[leml (:Ela x2, t) + P:ngg (1'17 x2, t)}
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Since we have that P, (2, 2j,t) = E [e4e (24, t)e(xj,t)], we can rewrite Eq. (5.47)) after taking the

expectation and evaluating along ¢ = j as follows,

d A A
ap(l‘i, Z;, t) = —v(xi, t)Pz((Ei, Ti, t) + T:EU(JJZ‘, t)Pgm(l’i, i, t) + Txv(a}i, t)PQ (.732‘, t). (549)

By rewriting P, in terms of the diagonal element and correlation length L, Eq. (C.8]), and expanding
the derivative of log(P)s», we have the following approximated dynamics along the covariance

diagonal,

d Az
fP(SCZ, l‘i,t) = — ’U(xi,t)Px(ﬂji,$i, t) + 71)(561', t)Pxx(CCZ’, :Ei,t)

dt
Az (Pp)?(x4, 24, 1) Az

- i7t P i) i7t . .
1 Plxs, 20, 1) 4L2(asi,t)v($ )P (@i, zi,t) (5.50)

v(zi, t)

Let’s now compare Eq. (5.50) to Eq. (40a) of P21, which is their approximated dynamics for

the variance. Equation (40a) of P21 in their notation is given as

VPk k(0,VP)?
D P _ 2y/pP _ z
OV + U VP = —— = + KOV R (5.51)

Now, remapping to the notation used in this chapter, noting that P21 defines an anisotropic tensor

vP in their Eq. (25) that relates to the correlation length L,

VP P(x,x,t)
Uw—v(z,t)— %vt(x,t) + %v(m,t)vt(m,t) = v(z,1),
v(z,t)

K

5 [Az — v(z, t)At] #%v(m,t),

1
P — 5[;2(.%', t)

Since we only discretize in space, we can drop the time-dependent errors. We can now rewrite

Eq. (5.51) to compare with Eq. (5.50)),

Pz, x,t) + v(x,t)Pp(z, z,t) = —4L;A(zt)v(x,t)P(m, z,t) + %v(w,t)Pm(a;, x,t)
_ &v(%?t)w (5.52)

4 P(x,x,t)
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The analysis presented in P21, therefore, recovers the same error terms (up to first order only) that
are derived from the error analysis in advection form, Appen.

Retaining only the first-order error terms is where P21 stops in their analysis, claiming that
the variance loss observed during covariance propagation is a result of numerical diffusion (see P21
p. 8). However, the error analysis in this chapter demonstrates that the second-order error terms
are equally as important because they can change the approximated dynamics entirely. We can
actually recover the second-order error terms in a similar process by expanding the state up to

third order in space,

1 1
%q(azi,t) = —v(x, t)qe(x, t) + iA:w(mi,t)qm(xi,t) — gAmQU(mi,t)qu(mi,t) + O(Am?’). (5.53)

As before, the error e(x;, t) satisfies the same equation as the state shown above. The equation for
the product e(x;,t)e(x;,t) is almost identical to the previous case but with an additional term of

order Az?,

ie(wi, t)e(zj,t) = — v(wg, t)eg(xi, t)e(z), t) — v(z), t)er(z), t)e(x;, t)

dt
+ % [0(24,t)ena (i, t)e(z),t) + v(2), t)ega (), t)e(2s, t)] (5.54)
Ax?

6

[v(xi, t)egan (i, t)e(), t) + v(2j, t)egmn (), t)e(24, )]
With a bit of algebra, one can derive the following relation,
1
[Px1zlx1 (xla X2, t) + P;tgxgzz (1:13 x2, t)] T1=To=1 = Z [Pxﬁ?x(x’ €, t) + 3(P2)$(x7 t)] (555)

Therefore, we can rewrite the new term in Eq. (5.54) as

A 2
E{ — Tx [U(-ﬁi,t)&?g:xm(-xiat)g(wja t) + 'U(xjat)gmmx(x]‘at)g(xiat)]g;i:xj } =
Ax? Ax?
= S V(@) Praa (i, i, t) — =

U(l’i, t)(PQ)m(:L'Z', t).

we have now recovered the problematic P> term originally derived in Sec. In addition to the
first-order error terms recovered already, we have derived the same approximated dynamics as done

in the advection form case presented in Appen.
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5.4.2 Discussion

The approach presented in P21 for deriving the approximated variance dynamics contrasts
with the error analysis presented earlier in this chapter in two fundamental ways. The first is the
analysis itself. The approach taken in P21 to Taylor-expand the state, rather than the covariance,
is a logical choice from a data assimilation perspective since covariance propagation is defined
from the discretized state propagation. As demonstrated in Ch. [2| however, to fully understand
covariance propagation for advective dynamics requires careful analysis of the covariance itself
since the hyperplane x1 = x9 is a characteristic surface. In addition, the discontinuous change
in the continuum dynamics along x; = x9 is only uncovered by carefully analyzing the continuum
covariance dynamics. Therefore, deriving the approximated dynamics along the covariance diagonal
from the covariance semi-discretization itself, as done in this chapter, is a more discerning approach
in light of the continuum behavior.

Second, there is the interpretation of the error terms. The method for deriving the error terms
that alter the variance dynamics in P21 bypasses the underlying issues that cause the observed
errors. Though the same error terms noted by P21 are recovered through the analysis performed
in this chapter, our approach shows that these terms are a result of using off-diagonal elements to
approximate diagonal elements, which is particularly problematic due to the discontinuous change in
the continuum dynamics along x1 = x9. Therefore, the errors we observe are not typical numerical
discretization errors; they are errors that are caused by the continuum dynamics and inherent
behavior of Eq. , independent of the numerical discretization. Including the second-order error
terms along the diagonal is essential to see that inaccurate variance propagation is the problem, not
dissipation. Only retaining the first-order error terms can be misleading, suggesting that numerical
diffusion is the source of the problem, as is claimed by P21. Though numerical diffusion may
dominate for first-order schemes, this is not the case in higher-order schemes.

The fact that P21 recovers the same first-order error terms along the covariance matrix diago-

nal further confirms that discrete covariance propagation causes variance loss in advective systems.
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However, P21 does not address the underlying issue causing this loss of variance, namely the in-
accurate variance propagation. To understand the full scope of the problem requires knowledge of

the continuum covariance dynamics and careful error analysis of discrete propagation.

5.5 Conclusions and Discussion

In this chapter, we see that standard methods of covariance propagation, i.e. Eq. , are
a direct cause of inaccurate variance propagation in advective systems. This inaccurate behavior is
not due to numerical dissipation, but rather is due to the discontinuous change in the continuum
covariance dynamics along 1 = xo coupled with approximating the diagonal of the covariance
with off-diagonal elements. The result is that covariance propagation approximates the incorrect
continuum dynamics along the covariance diagonal as the correlation length approaches grid scale.
Hence, the spurious loss (and gain) of variance observed during covariance propagation in Ménard
et al. (2000); Ménard and Chang| (2000); Lyster et al.| (2004)); Ménard et al.| (2021)), for exam-
ple, is a manifestation of the inaccurate variance propagation explicitly derived in this chapter.
Since ensemble-based schemes implement low-rank approximations of the full-rank propagation,
the issues presented here will still be present in addition to the problems that arise with low-rank
approximations.

The terms in the approximated continuum dynamics that differentiate across the covariance
diagonal (P, for example) are the driving cause of the inaccurate variance propagation. We see in

Eqgs. (5.18), (5.20)), (5.37)), and (5.38]) how these derivative terms directly influence the approximated

continuum dynamics as they become large for fixed grid length. It’s important to note that the
error terms H,,, H,, H’u, and H. in these equations contain higher order derivatives that differentiate
across the covariance diagonal. As these derivatives become large for fixed grid length, they too
can be come significant enough to alter the approximated continuum dynamics even further.
Numerical schemes rely on differentiability for stability, convergence to the exact solution,
and to determine the scheme’s order of accuracy. As gradients along the covariance diagonal become

sharp, for example when correlation lengths become small, differentiability across the covariance
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diagonal is lost relative to the grid resolution. This loss of differentiability results in large (and even-

tually unbounded) derivatives across the diagonal, causing the error terms derived in Egs. (5.18)),

(5.20), (5.37), and ([5.38) to become large and change the approximated continuum dynamics. We

see in this chapter the consequences of propagating covariances according to Eq. (1.3)) when gra-
dients near the covariance diagonal become sharp. The question is whether this behavior can be
corrected now that we have an explicit equation for the approximated dynamics; this is the subject

of the next chapter.



Chapter 6

Developing a Correction to Full-Rank Propagation

The original motivation for the error analysis in Ch. [5| was to derive a correction to full-rank
covariance propagation in an effort to mitigate the observed inaccurate variance propagation. The
advantage of correcting full-rank covariance propagation is that it may be more readily adapted to
current data assimilation algorithms. Low-rank approximations of Eq. obtained by ensemble-
based schemes are commonplace in today’s data assimilation schemes; therefore correcting the full-
rank propagation can in turn mitigate the variance loss caused by inaccurate variance propagation
in the low-rank approximations.

The approach for determining a correction to full-rank covariance propagation presented
in this chapter differs from current approaches in that it is derived directly from the continuum
covariance dynamics. Recall that error analysis in Ch. [f] resulted in a several error terms that
involve various derivatives of the covariance across the diagonal x1 = z3. These error terms are
ideal candidates to add back to the diagonal of the covariance during full-rank propagation and
(potentially) mitigate the inaccurate variance propagation. Since these error terms are common
to both the upwind and centered difference numerical schemes and when the differentiability of
the covariance across x1; = xo changes, developing a correction using these error terms could likely
be adapted to other numerical schemes. In this chapter, we will explore the idea of building a

correction from the error terms accumulated from the error analysis in Ch.
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6.1 Correcting Full-Rank Covariance Propagation

We observed in Ch. that averaging across the diagonal can change the dynamics the
numerical schemes are approximating along the covariance diagonal, depending on the magnitude
of correlation lengths or partial derivatives. Both the upwind and centered difference spatial dis-
cretizations, though different discretizations, produce similar error terms in their approximated
dynamics. This suggests that the inaccurate variance propagation caused by Eq. is funda-
mentally an issue of dynamics and may not be readily fixed by increasing spatial resolution or
changing the numerical scheme. The generality of these results are also emphasized by the fact
that they are derived from the semi-discretizations of the generalized advection equation, Eq. .

Both numerical schemes include averaging terms that are second-order (first-order in the
discontinuous case) approximations of diagonal elements evaluated on the half-grid. Taylor series
expansions we have computed in Ch. 5| in fact, reveal higher-order approximations of these diagonal
elements, given sufficient differentiability. For example, consider the case where the covariance is
not differentiable across x1 = xo but is at least three times continuously differentiable away from
x1 = x3. We can expand the average approximation across the diagonal about the diagonal element
on the half-grid,

Az?
7P2+(.%'i+1/2, t)+O(A$3)

P(2i, @ig1, 6)+P(@ig1, i, t) = 2P(2511 /9, Tip1 /2, 6) + AP (2441 /2, 1)+ 1

(6.1)
We can rewrite the above equation to approximate the diagonal quantity 2P(x;, /2 Tig1/25 t),

Az?
—— P (112, 1) +O(AL?).

2P(2i11 9, Tiy1/2,t) = P(2i, 2ig1, )+ P(wi1, 24, t) = Az Py (2412, t)— 1

(6.2)
If the average term P(x;,z;1+1,t) + P(zi+1, i, t) poorly approximates the diagonal quantity
2P(x;41 /25 Tit1/2; t) when correlation lengths become relatively small, including higher-order terms
like Pf and P2+ may be a viable option to try and correct the diagonal dynamics. For the state
dynamics in Eq. , we can derive explicit PDEs for Pf and P; . This was first discussed in

Sec. 4 of |Cohn| (1993); here, the main points from this work will be presented here in the context
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this thesis.
Through a change of coordinates, we can more concisely define P;” and P; as follows. First,
we define
1 1
T = 5(1‘1 +x2), &= 5(901 — T2), (6.3)

with
0 0 0 0 0 0
or Ox1 Oxo o  Oxr1 Oz

Now define a function P that satisfies the following relation with the covariance P in the original

space,

P(x7§¢t) :P(ZE’—Ff,I'—f,t). (65)

The dynamics along x1 = xo fall naturally out of this coordinate system, where x1 = xo implies
r =z = 22 and £ = 0. We can then express P1+ and P; in terms of the partial derivatives of p

with respect to £ evaluated at £ = 0, i.e. along x; = z9,

anﬁ(x,g,t)‘
Py(x,t) = —> 2 6.6
(z,t) D |y (6.6)
_ _ 3”]5(%5775)’
P (x,t) = lim ——2>2 6.7
w (2,1) T (6.7)
PH(z,t) = lim W’ . n=1,2,... (6.8)
e A S P

The derivation of the PDEs that govern P;” and P, are given in Sec. 4d, 4a of |Cohn| (1993),
respectively, and we suggest the reader refer to this work for further details. For the state dynamics

defined in Eq. , the PDEs for P;" = P, and P,;f = P, are given below.
(Pt + v(P1)z + (vz + 20) L = 0,
Py(z,t0) = (P1)o(x) (6.9)
(P2)i + v(P2)g + 2(vs + b) Py + V0002 + 2bg00° = 0,
Py(z,t0) = (P2)o(x) (6.10)

The equation for P, is coupled with the variance equation, but remains a PDE in the same number

of space dimensions as the state.
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Figure 6.1: Comparisons of different approximations of 2P(z;11/2, Zi11/2,t) based on Eq. .
The solid lines in each panel are the exact solutions 2P(x; 1/, Tit1/2,t) = 202 (241 /2,1) at three
different times and are the same in each panel. Dashed curves indicated the different approximations
at each time as indicated in the title of each column. Numerical values of the maximums are marked
for reference. Each row corresponds to two different initial correlation lengths used to construct
the initial covariances, which use the FOAR function defined in Eq. . Values of Lg are chosen
to be comparable to values of cut-off length ¢ shown in Fig.
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With explicit PDEs for P, and P» in Eqgs. and , these terms can be computed,
either analytically or numerically, and used in Eq. to increase the order of the approxima-
tion the diagonal element. We can gauge how P; and P, can be used to improve the approxi-
mation of 2P(x;1/9,%;41/2,t) by considering the example in Fig. In Fig. we compare
2P(%iq1/2, Tiv1/2,t) = 202(:pi+1/2,t) with several variations of approximations in Eq. for
states governed by the one-dimensional continuity equation (Eq. with @ = 1). All quantities in
Fig. are exact solutions (see Appen. for explicit solutions), therefore these results represent
the best-case scenario of approximating the diagonal elements. Initial covariances are constructed
with a constant initial variance of one and correlations are constructed using the First-Order Au-
toregressive (FOAR) correlation function, Eq. . We choose the FOAR correlation function
because its derivatives are discontinuous across r; = xo due to the cusp along x1 = x4 so that its
Pfr is nonzero.

Considering the first row of Fig. which is the case for a modest initial correlation length,
adding a correction either with just —AzP; in (b), —AT:EZPQ in (c), or both in (d), improves the
approximation of twice the variance (solid lines) seen in panel (a), which is what the upwind and
centered difference schemes are currently implementing. It is important to note here that the
values used to compute the dashed-line approximations are exact solutions because these solutions
are available. Therefore, these results in Fig. represent the best-case scenario of the proposed
corrections.

The impact of the various correction terms change drastically in the bottom row of Fig. [6.1]
which considers an initial covariance with a short initial correlation length. Panel (e), which is the
averaging term without any correction, is a very poor approximation of twice the variance. Interest-
ingly, panels (f) and (h) which include the —AxzP; correction term, are over-approximations, with
the most severe over-approximation in panel (h). Panel (g), which only contains the —AT””QPQ cor-
rection term, however, is a better correction in terms of not over-approximating twice the variance,
but the shapes are not ideal.

The results in Fig. suggest that using the P; and P, terms that appear during the Taylor
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series expansions as corrections to the diagonal propagation may be helpful in some cases, but would
be of limited use in others. Determining the type of correction that needs to be implemented may
depend on space, time, grid length, the dynamics of the system, and the correlation structure of the
covariance. Recall that the error terms H,, H., qu, and H, . also contain derivatives of the covariance
across the diagonal. These error terms can become significant as well, making a correction to
Eq. in this way even more difficult. In addition, developing an associated correction to
the full covariance propagation defined in Eq. , is not straightforward, particularly to ensure
positive semi-definiteness is maintained and correlation structures are not negatively impacted. The
correction proposed here is not the only method of correcting the full-rank covariance propagation,

though we suspect developing a correction may be quite complex.

6.2 Discussion of Ménard et al.| (2021))

The results of Sec. suggest that correcting the covariance diagonal during full-rank propa-
gation is not straightforward due to the structure of the error terms. There may be ways to correct
the covariance diagonal other than that presented in Sec. though it is likely that any would be
difficult to formulate because of the discontinuous change in the continuum covariance dynamics
identified in Ch. 2

A correction to full-rank propagation, however, has been identified by Ménard et al.| (2021)
(hereafter referred to as M21 in this section), resulting in successful mitigation of variance loss in
their experiments. Closer inspection in the context of this work, however, suggests that the success
of the correction proposed in M21 is limited to their problem and not readily adapted to other
numerical schemes or dynamics. In this section, we will consider the correction presented in M21,
first by reprising the derivation of their correction and then discussing this correction in the context
of this thesis.

The state dynamics in M21 satisfy the advection equation (b = 0 in Eq. . In their
Sec. 2.2, the authors discretize the state in both space and time using a first-order semi-Lagrangian

discretization scheme with linear interpolation. From the full discretization of the state, the au-
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thors determine the associated discretization for the covariance diagonal (the equation immediately
following their Eq. 22). Their equation can be derived from Eq. by applying a first-order
Fuler time-integration scheme to the first-order upwind semi-discretization.

The analysis and derivation of a correction following the second equation after Eq. (22) in M21
deviates from that presented in this work as follows. Rather than determining the approximated
continuum dynamics along the covariance diagonal through Taylor expansion, the authors add
and subtract the diagonal element o' P;" |, ;, where o' = vl At/Ax, the superscripts n denote
the time index, and the subscripts ¢ the spatial index. As a consequence, the authors obtain in
their Eq. (23): a first-order semi-Lagrangian discretization scheme with linear interpolation for the
covariance diagonal, plus additional terms the authors denote as “HOT.” Their Eq. (23) is reprised
here using the notation of Ch. [5] with the boxed terms indicating the added and subtracted terms

that are not a part of the original diagonal propagation:

Pl =(1 = o) Pl + ol Py iy (6.11)

7 2,0

- Pl + (a?)QPﬁi +ai' (1 - a?)(Pi?ifl + Pﬁl,z’) —aif Pty g |+ (a?)zpinfl,ifl . (6.12)

HOT

Therefore, their Eq. (23) recovers a numerical scheme that is a first-order approximation of the
continuum variance dynamics, plus remaining terms they denote as “HOT”. From these “HOT”
the authors derive a correction, which will be addressed later.

There are a few observations to be made about Eqs. - . By adding and subtracting
the boxed term o' P/, ;_;, a first-order semi-Lagrangian scheme is recovered along the covariance
diagonal. The continuum variance in this case does satisfy the advection equation, therefore the
first-order semi-Lagrangian scheme approximates the continuum variance dynamics (up to first
order). The “HOT” in Eq. , therefore, are not necessarily higher-order terms in the sense that
they contain first-order terms in Az and At, which are the same order as the discretization scheme.
However, isolation of these “HOT” terms allows for recovery of the first order semi-Lagrangian
scheme for the variance along the covariance matrix diagonal.

The correction proposed in Sec. 6 of M21 is defined by adding the “HOT” terms back to the
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covariance diagonal during full-rank propagation, defined by their Eq. (36). Their results Sec. 6.1 —
6.3 suggest that this correction mitigates the majority of the variance loss caused by the discrete
covariance propagation. The proposed correction in their Eq. (36) effectively enforces a first-order
approximation of the variance along the diagonal. Therefore, it is expected to see first-order
accurate propagation of the variance. The correction to the diagonal also impacts an important
property of the correlations due to the particular dynamics for their case. For states governed
by the advection equation, both the correlation C' and covariance P satisfy the two-dimensional
version of the advection equation (i.e. Eq. with by = by = 0). Thus, the correlation C' satisfies
the same full discretization as the covariance, and its diagonal the same discretization defined in
Eqgs. - . It follows that in the context of the correlation propagation, their correction
term (i.e., adding back their “HOT” defined by their Eq. 35), will ensure that one is preserved
along the diagonal of the correlation during propagation.

In the context of the analysis presented in Ch. [f]and Appen. [C] the correction term proposed
by M21 to the first-order scheme mitigates the dissipation errors caused by the upwind discretiza-
tion. In Ch. |5, we see this in the Az/L? term that appears in the upwind scheme. This error term,
however, is not present in the centered difference scheme, as the centered difference scheme is not
dissipative. Therefore, a correction derived using the approach presented in M21 will not address
the errors observed for the centered difference scheme. Recall that the error terms we derive in
Ch. |5| and Appen. |C|involve powers of the ratio Axz/L, and as this ratio approaches unity, there
are several terms that become significantly problematic, completely changing the approximated
continuum dynamics (while also introducing a zeroth-order dissipative term in the upwind case).
Therefore, the correction of M21 may work for first-order schemes by mitigating dissipative error
term, but will not be able to generalize to higher-order schemes, as the analysis presented here

demonstrates.
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6.3 Conclusion and Discussion

Current data assimilation schemes implement covariance propagation defined by Eq. ,
whether it be explicitly, implicitly, or approximated at low rank as in ensemble-based schemes.
Therefore, correcting full-rank propagation to mitigate the inaccurate variance propagation ob-
served in advective systems is a logical choice. We see in this chapter, however, that correcting
full-rank propagation may be possible, but is likely limited due to the structure of the error terms.
The results in Fig. illustrate in a simple example that using higher-order derivatives of the co-
variance across its diagonal, which are derived from the error analysis, do not necessarily produce
more accurate covariance diagonals. Additional terms from the Taylor expansion may be necessary,
and the resulting correction may need to depend on both space and time. Though these error terms
are derived directly from the continuum, it is unlikely that formulating a correction using these
terms would be tractable in practice.

The approach taken in this chapter to derive a correction is just one method of correcting the
inaccurate variance propagation caused by Eq. . However, the continuum analysis of Ch.[2/and
error analysis of Ch. [5] together with this chapter, question whether standard methods of covari-
ance propagation can accurately propagate the variance in a manner suited for data assimilation
applications. Recall that data assimilation is typically practiced in high-dimensional geophysical
applications. The high dimensionality of data assimilation limits the choices for numerical schemes
simply due to computational costs. Thus, developing a correction to full-rank propagation that is
practical in a data assimilation framework adds an additional challenge.

In the next chapter, we will consider an alternative method of covariance propagation that
bypasses Eq. altogether that is computationally tractable and derived directly from the con-

tinuum covariance dynamics.



Chapter 7

An Alternative Approach to Standard Covariance Propagation

The discontinuous change in the continuum covariance dynamics along the x1, x2-hyperplane
as correlation lengths tend to zero is the cause of inaccurate variance propagation associated with
Eq. for advective dynamics. We see the severity of the inaccurate variance propagation in
the simple numerical experiments of Chs. [3] and [4] and derive the explicit cause of the inaccurate
propagation through the error analysis in Ch. Correcting full-rank covariance propagation, as
discussed in Ch. [6] may be possible in certain situations, but in general, it can be quite compli-
cated due to the structure of the error terms. Current methods for propagating covariances have
not changed significantly since the 1990s, therefore deriving an alternative method of covariance
propagation that bypasses Eq. entirely is relevant and timely.

Section 4 of |Cohn| (1993)) introduces the theoretical foundation for an alternative method of
covariance propagation that can directly address inaccurate variance propagation. First introduced
as “local covariance evolution” (LCE), for spatial variables @i, x2 € R™, this method derives a
system of PDEs in n space dimensions from the governing dynamics that locally approximates the
covariance through the variance and correlation, rather than directly solving the covariance evolu-
tion equation in 2n space dimensions. Atmospheric, ocean, and other large-scale data assimilation
algorithms already solve PDEs in n space dimensions when evolving the model state, therefore
LCE is tractable in high-dimensional contexts. In particular, this method mitigates the inaccurate
variance propagation caused by Eq. by evolving the variance directly.

To implement LCE in a data assimilation schemes requires reconstructing the full covariance
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P from the evolved local quantities, as the covariance P provides critical information for the mea-
surement update. This is where my thesis extends the theory introduced by |Cohn| (1993), in which
parametric correlation functions are used to approximate the full correlation fields. By relating the
local correlation quantities governed by the derived system of PDEs in n space dimensions to the
parameters of the correlation function, we can then approximate the correlation field. Rescaling
the approximated correlations with the evolved variance then reconstructs the full covariance P.
Local covariance evolution differs from standard methods of covariance propagation (i.e.,
Eq. and its reduced-rank approximations) in that it is derived from the continuum covariance
dynamics. In this chapter, we will derive the LCE equations for the one-dimensional version of
Eq. for three types of parametric correlation functions: continuously differentiable at z1 = 2,
discontinuous derivatives at x1 = x2, and the Hadamard product of two correlation functions. The
first two cases are discussed in Sec. 4 of |Cohn| (1993)), where the Hadamard product case is novel
to this work. In this chapter, we will reprise and expand upon that presented in Sec. 4 of |[Cohn

(1993)) in the context of this thesis.

7.1 Derivation of the LCE Equations in One Space Dimension

Consider states g that satisfy the generalized advective dynamics of Eq. (1.4 on the circle
of radius 7 > 0, S!. Its corresponding covariance P satisfies Eq. (1.6]) for z1, 2o € S! and can be
decomposed into the product of the standard deviation ¢ and correlation C,

P(x1,x9,t) = 0(x1,t)C (21, 22, t)0(22,1). (7.1)

Using this decomposition and the covariance PDE, Eq. ([L.6]), the standard deviation o satisfies the
same dynamics as the state ¢ (i.e., Eq. for o). Thus, the variance o2 satisfies Eq. (1.8)), which
serves as the first equation needed for LCE.
The correlation function C' satisfies the advection equation two space dimensions,
Cy + vlel + UQCxQ =0,

C($17$27t0) = CO($17$2)- (72)
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The goal now is to derive a system of PDEs, each in one space dimension in this case, that
locally approximates the correlation C. This local approximation is achieved by expanding the
correlation C' about zero separation, x1 = x9, similar to the Taylor expansions performed in Ch.
To streamline this expansion, we will use the following change of coordinates (which was first
introduced in Ch. @,

1 1
T = 5(1‘1 +mx2), &= 5(301 — T2). (6.3] revisited)

Using this coordinate transformation, we can define a new function C' that relates to C' as follows,
Oz, &,1) = Clar(w, ), a2(2,6),1) = Cla + &,z — &,1). (7.3)
From Eq. 1’ and 1 , we have a PDE for C,

Gt ol +&1) + (e~ &,0]Co+ S [ola + 1) — ol +6,1)]C =0,

C(xz, &, t0) = Colz,€) = Co(z + &, — £). (7.4)

To obtain the system of PDEs that locally approximates the correlation C', we expand C
about zero separation, £ = 0. Like the error analysis in Ch. |5 we will consider two cases for the
differentiability of C' at zero separation. First assume that C is at least four times continuously
differentiable at £ = 0. Then, consider the case where C' is not continuously differentiable at £ = 0,
but is four times continuously differentiable away from & = 0. In both cases, we will assume the

velocity field v is four times continuously differentiable in its spatial argument.

Remark 2. The derivation of the LCE system of PDEs can be done in the original space by
expanding the correlation C about x1 = xo. This approach, however, is quite messy, as seen in the
Taylor expansions derived in Ch. [J, but can be shown to be equivalent to the derivation presented

in the next two sections.

7.1.1 Continuously Differentiable at Zero Separation

Suppose the correlation C' is at least four times continuously differentiable in both spatial

variables 1 and xs. Therefore, C is also at least four times continuously differentiable in its spatial



89

variables z and &. We can define the following derivatives of C' with respect to & which we will use

during the Taylor expansions,
okC
Cr(z,t) = - (2, 1) , k=1,2,... . K >4. (7.5)
Using Eq. 1} we can expand the transformed correlation C about & = 0. The expansion of C
about £ = 0 only contains even orders in ¢ since C is an even function (as a consequence of C
being symmetric). By also expanding the velocities about & = 0 and substituting each of these
expansions into Eq. ([7.4]), we can now collect terms in like powers of £&. The zeroth-order term

satisfies C(2,0,t) = 1 by definition of the correlation. The second-order terms in ¢ yields the

following PDE for Cs,

(C2)t +v(C2)y + 20,Cy =0,

CQ({L‘,t()) = (02)0(1') (7.6)

Observe that Cy is the same quantity defined in Ch. [5| by rewriting the derivatives with respect to x
and £ in terms of z; and x2. Equations for higher-order derivatives in C' can be derived as well (see
Cohn| 1993, Sec. 4b for further discussion), yielding the system of PDEs in one space dimension
that locally approximates the correlation C.

To reconstruct the full correlation fields (Ch. |§|Will provide further discussion), Cs in Eq.
may provide sufficient information for the chosen parametric correlation function. Alternatively,

Cy can be used to define the correlation length L(x,t) as we saw in Ch.

L*(z,t) = ATk (5.25| revisited)

which satisfies its own PDE,
Li+vlL, —v, L =0,
L(z,tg) = Lo(x). (5.30] revisited)

The correlation length L is a parameter often used to describe correlation functions (e.g., Daley),

1991}, p. 117), therefore the correlation length can be evolved instead of Cs. Chapter@will describe
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how to use the evolved correlation length fields to reconstruct correlations using a parametric

correlation function.

7.1.2 Discontinuous Derivatives At Zero Separation

In certain geophysical applications, correlations can have cusp-like structures or sharp gradi-
ents near x; = zo, and are therefore no longer continuously differentiable at zero separation (e.g.,
Ménard et al.l [2000; [Ménard and Chang, 2000; Waller et al., 2016). Thus, a new system of PDEs
must be derived to approximate the correlations locally for LCE. This derivation combines the
approach presented in the previous section with aspects of the error analysis in Ch. [5| for the case
where derivatives are discontinuous at x1 = x2.

Now suppose the correlation C' is not continuously differentiable at z; = x2, but is at least
four times continuously differentiable away from x7; = 2. Though the quantities C} defined by

Eq. (7.5) do not exist, we can define their corresponding left and right derivatives,

okC
4 .
Ck (x,t):g_lgliaigk(x,{,t), k:1727,K24 (77)

From the definition of C', we have the following relationships for the even and odd derivatives,
Copl,t) = Cyp(z,t), CFy(z,t) = —Co i (2,t), k=1,2,... K. (7.8)

Using Eqs. 1} and 1' we can proceed with the expansion of C. Due to the symmetry property

in Eq. ([7.8]), we can combine the expansions from the left and right of £ = 0 into a single expression,

O(,0,1) = 1+ [€[Ca(a,1) + G |ePOola, 1) + ... (7.9)

where C, = C’: for Kk = 1,2,..., K. Unlike the continuously differentiable case, the odd-order
derivatives of C' remain in its Taylor expansion.

Following the same procedure described in Sec. using Eq. and collecting like powers
of £, we obtain a new system of PDEs that locally approximates the correlation. The PDEs for

the even-order derivatives remain the same as in Sec. [[.1.1l Since the odd-order derivatives of the
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correlation C’,;t are nonzero, they satisfy PDEs as well. The PDE for C; = C;” = —C7, for example,
is

(C1)t +v(C1)z + v2C1 =0,
Ci(z,tg) = (C1)o(x). (7.10)
Equations for the higher-order odd derivatives can also be derived (see Sec. 4d of |Cohnl| 1993,

applied to Eq. , where the PDEs for odd-order derivatives greater than one are coupled with

the previous odd-order derivative and are uncoupled from the even-order derivatives.

7.1.3 Hadamard Product

The theory of the previous two sections can be extended to the case where the initial cor-
relation Cy is the product of two correlation functions. In discrete space, this corresponds to
the Hadamard product of two correlation matrices. Constructing correlations from the Hadamard
product of two correlation functions is useful since the resulting product remains positive semi-
definite and inherits features from both functions. In this section, we will derive the equations to
implement LCE for this case, which is novel to this work.

Suppose that the initial correlation Cy is a product of two correlation functions,
Co(z1,z2) = Fo(1, 22)Go(21, 22). (7.11)

From the correlation dynamics in Eq. ((7.2), correlations are simply advected along the character-

istics. Thus, solutions to Eq. are of the form
C(z1,22,t) = Cp (s(:cl,t), s(:nz,t)), (7.12)
following the notation of Appen. If the initial correlation is defined by Eq. , we have
C(x1,x2,t) = Fo(s(z1,1), s(w2, 1)) Go(s(x1,t), s(x2,t)) = F(x1,22,1)G (21, 22, 1), (7.13)

and the product is preserved with space and time. Equation (7.13]) implies that both F' and G

satisfy the advection equation in two space dimensions, Eq. ([7.2]).
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Since the correlation C' remains the product of two correlations F' and G, this implies that F’
and G can be evolved independently, then at a fixed time ¢ their solutions can be used to reconstruct
the correlation C according to Eq. . For LCE, the equations derived in Secs. and
define the dynamics that can be used to approximate the solutions F' and G depending on the

differentiability of Fy and G at x1 = xo.

7.2 Reconstructing Correlations with Parametric Correlation Functions:

Introduction

The final step of LCE is to reconstruct the full covariance P, first by reconstructing the
correlations from the evolved local quantities such as C7 or Cs, then rescaling by the evolved
variance. We will accomplish this by using parametric correlation functions. In general, parametric
correlation functions are functions of spatial variables x; and x5 (often as a normed difference ||z —
x9]|) and a finite number of parameters that influence the shape and behavior of the correlations.
The implementation of LCE will relate the evolved local quantities derived in Secs. [7.1.1-[7.1.2] to
the parameters of the correlation function chosen to the approximate the full correlation field.

The specific implementation of LCE depends on the particular parametric correlation func-
tion. Since we are evolving local correlation quantities in space and time and then relating these
quantities to the parameters of the correlation function, we need to choose parametric correlation
functions that will allow its parameters to vary. |Gaspari et al.| (2006) gives several examples of
correlation functions that can work in this context. Chapter [9] will discuss how to implement LCE
with Eq. (23) of |Gaspari et al.| (2006).

One parametric correlation function commonly used in data assimilation is the Gaspari-
Cohn (1999) compactly-supported approximation to a Gaussian; in fact this function was used
to construct the initial correlations for the numerical experiments in Chs. [3[ and [4| (abbreviated
in those chapters as GC). |Gaspari and Cohn (1999) introduce a family of compactly-supported,
piecewise rational correlation functions in their Sec. 4(c) that depend on two parameters a and

c¢. The parameter ¢, as we have seen before, is the cut-off length that determines the region of
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compact support. The parameter a influences the shape of the correlation, where a = 1/2 yields
the compactly-supported approximation to a Gaussian. For fixed parameters a and ¢, the Gaspari-
Cohn correlation function has as a single, fixed correlation length L that depends on both a and
c. To use this function for LCE, however, requires a Gaspari-Cohn-like correlation function that
allows the correlation length L to vary. This motivates the next chapter, in which we will derive
a generalization of the Gaspari-Cohn correlation function to allow for variable correlation length

fields with the intention to use this correlation function later for LCE.

Remark 3. The Parametric Kalman Filter (PKF), first introduced by |Pannekoucke et al| (2010),
is similar to, but distinct from, local covariance evolution (LCE). In general, the PKF is a data
assimilation filter that updates and evolves covariances that are parameterized by a variance and a
local anisotropic tensor (referred to as VLATcov in | Pannekoucke et al., |2021). The dynamics for
these parameters are derived from the discrete state problem and often make particular assumptions
about the variance and structure of the correlations (e.g., “local homogeneity” of the variance and
Gaussian-like correlations, see|Pannekoucke et al.,|2016,|2018,2021)). Local covariance evolution is
different from the PKF in that the dynamics that approximate the covariance for LCE are derived
in the continuum, directly from the continuum covariance dynamics, with no assumptions on the
variance or correlations aside from differentiability. In addition, LCE applies to general classes of
correlation functions, where we do not need to make any assumptions on the correlation structure.
Though the PKF and LCFE are related, LCE is arguably the mathematical foundation of the forecast

step of the PKF.



Chapter 8

A Generalized Gaspari-Cohn Correlation Function

In this chapter, we will derive a new, generalized version of the compactly-supported, piece-
wise rational correlation function introduced by |Gaspari and Cohnl (1999) and its subsequent gen-
eralization by |Gaspari et al. (2006). The motivation for this new function is so that it to be used for
local covariance evolution, introduced in the previous chapter. However, this new correlation func-
tion stands on its own as a unique contribution to both the data assimilation and spatial statistics

communities. This work has been published in |Gilpin et al.| (2023).

8.1 Introduction

Parametric correlation functions play an essential role in data assimilation, where they are
used to model covariances given a set of tunable parameters or applied as tapering functions to local-
ize sample covariances in ensemble-based schemes (Daley, [1991; Gaspari and Cohn, [1999; (Gneiting},
1999; Houtekamer and Mitchell, |1998] 2001; Hamill et al., 2001} Gaspari et al., |2006]). Compactly-
supported correlation functions are particularly useful for modeling covariances wherein correlations
can be assumed identically zero after some distance while maintaining positive semi-definiteness. In
addition, correlation functions that do not have compact support can gain compact support through
the Hadamard (element-wise) product with compactly-supported correlation functions, which pre-
serves positive semi-definiteness by the Schur product theorem (Horn and Johnson, [1985) p.458).
Compactly-supported correlation functions are particularly useful in high-dimensional contexts,

such as data assimilation and spatial statistics, as the resulting covariances are computationally
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tractable due to their sparsity.

One of the most commonly used compactly-supported correlation functions in data assimila-

tion is the |Gaspari and Cohn|(1999) (hereafter referred to as GC99) piecewise rational, compactly-

supported approximation to a Gaussian (their Eq. 4.10), which we will refer to as the GC99 func-
tion. This parametric correlation function depends on only two parameters: the tunable cut-off
length parameter ¢, and the parameter a that when taken to be one-half produces correlations with

Gaussian-like behavior. For covariance tapering applications such as localization, the GC99 func-

tion has been used frequently since it was first applied by Houtekamer and Mitchell (2001) because

of its Gaussian-like shape and compact support controlled through the cut-off length parameter c.
Though the GC99 function has several attractive features, it is limited by its homogeneity (invari-

ance under translations, GC99, p. 729) and isotropy (invariance under rotations, GC99, p. 729),

unless constructed using coordinate stretching (e.g., GC99, pp. 725, 732; Ménard et all 2016,

pp. 882—-883). The fixed cut-off length parameter ¢ of the GC99 function typically requires special
tuning per application, and it has been shown that the optimal cut-off length, sometimes termed
cut-off radius or localization radius, depends on the observation type, spatial location, dynamics,
and whether localization is applied in model space or observation space , Ch. 15 and
references therein).

There is thus a need for compactly-supported correlation functions with more flexible fea-
tures that can adjust to the situation. Several compactly-supported, parametric correlation func-

tions have been introduced that vary in their flexibility as correlation functions (e.g., 1995

[Wendland), (1995} |Gaspari and Cohnl 1999} |Gneiting),[1999; Buhmann)|, [2000} |Gneiting), [2002} |Gaspari

et al.] 2006} [Porcu et al. 2013} [Kleiber and Porcul, [2015} [Liang and Marcotte), 2016} [Stanley et al.,

2021). In particular, the follow-on work to GC99, namely Gaspari et al| (2006) (hereafter referred

to as G06), presents a generalization of the GC99 function in which the parameter a can vary while
keeping ¢ fixed (see their Eq. 33). This generalization introduces inhomogeneity and anisotropy
through variable a. However, like the GC99 function, the G06 function is limited by its fixed cut-off

length c.
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In this chapter, we further generalize the compactly-supported, piecewise rational correla-
tion functions introduced in GC99 and GO06 by allowing both the parameters a and c to vary, as
functions, over the spatial domain. This correlation function, which we refer to as the General-
ized Gaspari-Cohn (GenGC) correlation function, is a compactly-supported parametric correlation
function where inhomogeneity and anisotropy are introduced as both a and c¢ vary over space. By
now allowing the cut-off length ¢ to vary over the domain, the GenGC correlation function gains
much more flexibility in its construction, and in particular is no longer restricted to support re-
gions of fixed spheres. The parameters a and ¢ can be estimated, tuned manually, or derived from
dynamics. The added flexibility of GenGC while maintaining positive semi-definiteness and com-
pact support can be useful for covariance modeling and tapering in data assimilation and spatial
statistics applications.

We can see the impact of allowing both parameters a and ¢ to vary over some spatial index

k by considering the correlation length L of GenGC,

3(22a2 + 3a; + 1)\
Ly = ¢ 3 : (8.1)
40(3a2 — 2a;, + 1)

The correlation length L of GenGC varies spatially as ¢, and aj vary over space, and its linear
dependence on variable ¢ allows for direct control of the correlation length L;. In contrast,
the correlation length of the GC99 function where a = 1/2 and c¢ is fixed, remains constant at
L = ¢/0.3. For the G06 function, the correlation length Lj does vary over space as aj, varies, but
its dependence on ay, is such that Ly /cx in Eq. is tightly bounded, 0.2297 < L /¢, < 0.5485,
as discussed in Sec. Therefore, varying ¢, yields more control and influence on the correlation
length, introducing flexibility that the GC99 and G06 functions lack.

This flexibility gained by allowing the correlation length Lj to vary through both a; and
¢ can be particularly useful when reconstructing correlations from correlation lengths Lj that
are evolved dynamically. For example, Cohn (1993, pp. 3136—-3144) derives explicit PDEs for
the correlation length field associated with state dynamics governed by the continuity equation

and related PDEs. By evolving the correlation length field according to its governing PDE and
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with additional information regarding ¢ or ag, GenGC and Eq. can be used to reconstruct
full correlation functions, as we discuss in Sec. Alternatively, correlation lengths L can be
obtained by estimating the local correlation tensor from an ensemble of states (Michel et al., |2016,
and references therein) and in a similar manner used to construct correlations with GenGC.

The layout of this chapter is as follows. In Sec. we derive the GenGC correlation function,
beginning with definitions and theory in Sec. followed by its construction in Sec. [8:2.2] using
convolutions and brief discussion of its evaluation. Section discusses important consequences
of allowing both a and ¢ to vary over space. Since the correlations modeled and tapered during
data assimilation are generally continuous, it is natural to consider the conditions on a and ¢
such that GenGC is continuous, which is done in Sec. This is followed by Sec. which
defines the correlation length Li of GenGC and discusses methods for implementing GenGC given
Ly. In Sec. [8:4] we present two sets of examples, with one-dimensional examples in Sec.
and two-dimensional examples in Sec. [8.4.2] to highlight the flexibility gained by varying a and c.
Concluding remarks are given in Sec. followed by two appendices, Appen. [D.I] and [D.2] which

contain a proof and an example to supplement Sec. [8:2] and the formulas for GenGC, respectively.

8.2 Derivation of the GenGC Correlation Function

The GC99 function (Eq. 4.10 of GC99) is constructed through self-convolution of a compactly-
supported, radially symmetric function over Euclidean 3-space, R®. The GO06 function (Eq. 33 of
G06) and the Generalized Gaspari-Cohn (GenGC) correlation function in this chapter generalize
this approach as follows. Rather than constructing a correlation function using one compactly-
supported, radially symmetric function h, we build a correlation function by convolving functions
from a whole collection of m compactly-supported, radially symmetric functions hg, k=1,2,....,m
on R3. Our particular choice of functions hy, is given in Eq. , though this approach can be
generalized to other collections of radially symmetric functions, which we discuss at the beginning
of Sec. B2.2

The derivation of the GenGC correlation function is presented in two parts. In Sec.
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we reprise definitions and theory from GO06 that establish the theoretical framework in which we
can build scalar covariance functions with inhomogeneous and anisotropic features. Using this
framework, in Sec. we construct scalar covariance functions by convolving functions from a
collection of radially-symmetric functions hg, k& = 1,2, ...,m. With the general approach established
at the beginning of Sec. we then specify the functions hj and construct the GenGC correlation

function, followed by a brief discussion on its evaluation.

8.2.1 Definitions and Theoretical Framework

We begin by revisiting some of the theory established in G06, where particular definitions and
discussions from G06 serve as the starting point for this chapter. We consider covariance functions
defined on a domain Q C RY, which we take to be an open, connected set, with smooth boundary
09 in the case that € is not all of RY, where the general theory applies. In later discussions, we
will restrict ourselves to R3 or to the surface of the sphere with radius 7 > 0 embedded in R?, which
we denote as S?, as needed by applications.

We start by defining covariance functions of wector random fields, which will serve as the

foundation for building inhomogeneous and anisotropic covariance functions.
Definition 1. (Def. 2.1 of G06) The multi-level covariance function of a vector random field
X(r):= [Xl('r),Xg(r), ...,Xm(r)], r e, (8.2)
is the m x m matrixz function
B(r,s) := <Y(r)Y(s)T>, r,s €, (8.3)

where

Y(r):= [Yi(r),Ya(r), ..., Yin(7)] 7 Yie(r) == Xi(r) — (Xp(r)), (8.4)

where Xy (r), k =1,2,...,m, are real-valued random fields on Q, and where (-) denotes mathematical

expectation.
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The covariance defined in Eq. is a matriz function, where we use boldface, e.g., B, to
denote matrices. We use the term “multi-level,” as done in G06, to give an intuitive sense of how
Eq. will be used to generalize single-level, scalar covariance functions. As discussed in G06
(p. 1816), this terminology does not capture the full generality of this and the following definition,
but it is useful for our purposes.

The matrix structure of covariance functions defined in Eq. becomes more explicit in

the following definition, which is equivalent to Def. [1|in the case of continuous covariance functions.

Definition 2. (Def. 2.2 of G06) The m x m matriz of functions
B(r,s) = {Bge(r,s)}, r,s€Q, k(=12 ..m, (8.5)

18 a multi-level covariance function on € if, for each positive integer n, and for each choice of points

T1, ..., € £, the mn X mn matric
{Bge(ri,rj)}, 4,j=12,...,n, k=12 ..,m, (8.6)

is positive semi-definite, i.e., for arbitrary scalars c;; withi=1,2,....n and k =1,2,...,m,
m n
>N cincieBre(ri i) > 0. (8.7)
kg=14,j=1
From any given matrix covariance function B(r, s) = {By(r, )}, we now want to extract a
scalar (i.e., single-level) covariance function to evaluate in practice. To build such a scalar covariance
function, we choose the indices k,¢ = 1,2, ..., m to index m subdomains, or subregions ., Qy C €2,

which are open, connected sets with smooth boundaries 0, 02p. These subregions partition the

domain 2 into m non-overlapping, non-empty subdomains, i.e.,
m
U= &%nQ =0 vk (8.8)
k=1

where the overbar denotes the closure, e.g., Q; = Q; U 0. Now, for every r € Q, and s € ),

and for each fixed k,¢ = 1,2, ...,m, we define the following scalar function B,

B(r,s) := By(r, s). (8.9)
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Equation is a piecewise-defined, scalar (single-level) covariance function on 2, where the non-
boldface B denotes a scalar function. The proof that Eq. is a covariance function is given in
Appen.

From the matrix covariance function in Eq. , we have extracted particular entries that
collapse the multi-level covariance function into the single-level covariance functionlﬂ defined in
Eq. . For r,s € Q, B(r,s) = Byk(r, s) is an auto-covariance, while if » € Q, s € Qp, and
k # ¢, then B(r,s) = By(r, s) is a cross-covariance. The piecewise nature of Eq. is inherited
from the partitioning of Q: different functions By(r, s) are evaluated depending on the subregions
7 and s belong to, piecing together a scalar covariance function that is defined over the full domain
Q. In Appen. we illustrate how to construct Eq. in a simple example, which makes the
piecewise nature of Eq. more explicit.

The advantage of scalar covariance functions defined via Eq. is that the subregions
can have different properties, such as length-scale or cut-off length. Therefore, as these properties
vary over the different subregions €2, of the full domain €2, inhomogeneous and anisotropic features
are introduced to the resulting scalar covariance function. The choice of subregions ;. can be
quite general and can adapt to the needs of different applications. For example, 21,9, ..., 2, can
represent different vertical levels of a global circulation model, which motivated the terminology
“multi-level” in G06. Each vertical level can just as well be partitioned again into individual grid

cells, so that we represent the subregions ), with multi-index k = (kjqt, Kion, kvert), for instance.

8.2.2 Construction

The construction of scalar covariance functions from matrix covariance functions described
in the previous section provides the framework in which we can introduce inhomogeneous and
anisotropic features by varying quantities such as length-scale or cut-off length over the different

subregions (21, Qo ..., Q. There are several different ways to use Eq. to build inhomogeneous

1 A matrix covariance function, Eq. for example, can be interpreted as “multi-level” in the sense that each k
corresponds to a “level” in which a single-level covariance function is defined over the full domain Q with m different
levels as k = 1,2,...,m. Equation extracts a portion from each of these k levels to collapse the multi-level
covariance function into a single-level, piecewise-defined, scalar covariance function on €.
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and anisotropic covariance functions, as illustrated in Exs. 2.3, 2.5, and 2.6 of G06, for instance.
The focus of the present work is on the construction of scalar covariance functions from a collection
of radially symmetric, compactly-supported functions. We will choose the functions Bys(r, s) in
Eq. to be the convolution of such functions, applying theory established in GC99 to the frame-
work introduced here in Sec. We begin by describing the construction of scalar covariance
functions from convolutions first on R for general N, then restricted to N = 3. This general
approach will lay the groundwork for the construction of GenGC on R? and on the surface of the
sphere S2, which we describe at the end of this section.

Suppose we have a collection of functions hy: RY — R, k = 1,2,...,m, with each h; €
LYRY)NL2(RY). Assume each hy, is radially symmetric on RY, meaning that there exists an even

function hg: R — R such that for any r,s € RV,
hi(r — 8) = R (Ilr — sl)), (8.10)

where each function h depends only on the distance || - ||, which here denotes the Euclidean norm
on RY. Other norms can be used in Eq. (8.10]), however the Euclidean norm is the natural choice
in this context. Now, for each fixed k,/ = 1,2,...,m, and all 7,5 € R, define By(r,s) to be the

following convolution over RY of functions from this collection,

Byy(r,s) = (hg x hy)(r —s) = /RN hi(v)he(r — s — v)dv. (8.11)

As shown in GO6 (see Remarks on p. 1820), the resulting matrix of convolutions B(r,s) =
{Bre(r,s)} = {(hx * he)(r — s)} for k,£ = 1,2,...,m defines a multi-level covariance function.
To extract the scalar covariance function from this matrix of convolutions, we partition the given
domain © C R¥ into subregions Q, k = 1,2, ..., m, where these indices k correspond to the indices
of the radially symmetric functions hj. Equation then defines the scalar covariance function
B(r, s) extracted from the matrix covariance function B(r,s) = {(hy, * h¢)(r — s)} of Eq. (8.11).
That is, the scalar covariance function B(r, s) is obtained by evaluating Eq. only for r € Q

and s € (), for each fixed k,£=1,2,...,m.
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For high-dimensional applications, we are interested in constructing covariance functions in
which long-range correlations are identically zero. We can accomplish this by requiring the radially
symmetric functions hj to have compact support, i.e., each of these functions go to zero at some
fixed distance. For the rest of the section, we will require the functions hjy to be supported on
spheres of fixed radius ¢ > 0, where ¢, is referred to as the cut-off length.

With our scalar covariance function B(r, s) defined through Eq. by the convolutions in
Eq. , all that remains is to evaluate the convolution integrals. For evaluation, we will restrict
ourselves to R3, which is sufficient for most applications and will make explicit computation of
Eq. feasible. To simplify the calculation of Eq. , observe that for each pair k, ¢, the
function Byy(r,s) = (hg * hy)(r — s) is radially symmetric, which is a property inherited from the
radial symmetry of hy and h; (see Thm. 3.a.1 in GC99). Therefore, for fixed k, ¢, and for r €
and s € Q, we can express Byy(r, s) = BY,(||r — s||) for some even function BY, defined on the real
axis, which simplifies the evaluation of Eq. significantly and is summarized in the following

theorem from GC99.

Theorem 1. (Theorem 3.c.1 of GC99) Suppose that hy, € L*(R?) N L2(R3) is radially symmetric
and supported on a sphere of radius ¢, 0 < ¢ < o0, for k=1,2,....m. Let hg and B,ge denote the

even functions on R given by

(7)) = ha(r), (8.12)
BLAIrl) = (s h)(r) = [ huo)ha(r = v)do, (3.13)
R
forr € R and k,¢ = 1,2,...,m, where || - || denotes Buclidean distance. If ci, < cq¢, then

21r Ck r+z
BY)(2) = z/ Thg(r)/ shy(s)dsdr, z>0, (8.14)

0 |r—z]

ck
BY,(0) = 47‘(‘/ r2hQ (r)hY (r) dr. (8.15)
0

Therefore, for » € Q, s € Qy, and ¢; < ¢y, we evaluate the scalar covariance function

Bye(r,s) = BY,(||r — s||) by evaluating Eqs. (8.14) — (8.15) with z = ||r — s]|.
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The correlation function Cgy(r, 8) can be computed by decomposing the covariance Byy(r, 8)

for r € Q) and s € )y as follows,

BM(’P, S) = 4/ Bkk(r, ’I“)Ckg(’l“, S)\/ BM(S, S), (816)

where By (r,r) and By(s, s) are the variances at r € {; and s € €y, respectively. Using Thm.
we can therefore evaluate the correlation function explicitly for each k,¢ and r € Q, s € €y as

follows,
B(||r —
Cre(r,s) = MO(HT SH) (8.17)
BY,.(0)By,(0)

Up to this point, we have described the construction of scalar covariance functions from
convolutions of arbitrary compactly-supported, radially symmetric functions hy. To construct the
Generalized Gaspari-Cohn (GenGC) correlation function, we specify the functions hy as follows.

Given scalars a; € R and ¢, > 0, for k = 1,2, ..., m, define hj: R? — R as

(2lax— Dlirllfex + e, 0 1l < a2
(5 ak, ci) =  2an, (1 — ||7]|/cr), ck/2 <||r|| < e, (8.18)
0, cr < Il

where n; = (44az + 6ag + 2)_1/ 2. The functions hg(r;ay,ci) are piecewise linear, compactly-
supported, radially symmetric functions that are supported on a sphere of radius c;. Each hg(r; ag, cx)
is parametrized by the scalar a; and the cut-off length c;. Equation generalizes the piecewise
linear functions defined in Sec. 4(c) of GC99 and Eq. (32) of G06 by letting both parameters ay
and ¢y vary over the index k. Examples of Eq. are given in Fig. for different values of ay.
The parameter aj determines the value of hy(r;ak, cx) at ||r|| = cx/2, subsequently determining
the slopes of each line in its piecewise definition.

To construct the GenGC correlation function, we partition the domain Q C R? into subregions
Qr, k=1,2,...,m, where each subregion 2; has an associated cut-off length ¢; and parameter ay,
used to define hy. The functions Byy(r, s) for r € i, s € Q are defined using Eq. on R3 for

hi, he given in Eq. (8.18)). For fixed k, ¢, we can use Thm. [1| to evaluate Bys(r, s). Equation ({8.17))
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Figure 8.1: Examples of Eq. for various values of ag, plotted as a function of ||r||. In panel
(a), hi(r; 1, cx) is constant on 0 < ||r|| < ¢/2. For a, = 1/2 in panel (b), the function hy(r;1/2, )
collapses to a single line on the full domain 0 < ||r|| < ¢. In the case that a; = 0, as in panel (c),
hi(r; 0, ck) is zero for ¢ /2 < ||r|| < cx. Values of a; < 0 as shown in panel (d) are the only cases

in which the function hy(r;ag, cx) can become negative.
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then defines the GenGC correlation function. Like the GC99 and GO06 functions, GenGC is sixth-
order piecewise rational (fifth-order near the origin)ﬂ and three-times continuously differentiable in
space for fixed ay, ag, cg, co. In the case that ¢, = c for k =1,2,...,m is fixed while a; and ay vary,
GenGC is the G06 function; similarly if also ap = 1/2 for k = 1,2,...,m, GenGC is exactly the
GC99 function. For general choices of cut-off lengths ¢ and ¢y, GenGC is not supported on a sphere
of uniform radius. Rather, its support depends on the values of ¢; and ¢;. This, in combination
with the parameters a; and ay, allows for correlation functions that can be highly inhomogeneous
and anisotropic.

GenGC is a piecewise-defined scalar correlation function that is first split into six functions
depending on the relationship of ¢, and ¢y, and subsequently split again into twelve different
functions that depend on how ||r — s|| for 7 € Q) and s € Qy relates to the particular ¢; and ¢y.
Appendix [D.2]describes the construction of GenGC in further detail and gives the explicit formulae.
We verified that this function is symmetric positive definite numerically by generating a variety of
different matrices and checking for symmetry and positive eigenvalues. Note that these formulae
reduce to those of the GO6 function (their Eq. 33 and Appendix C) in the case that ¢, = ¢ for
k=1,2,...,m.

Though the explicit formulae for the GenGC correlation function are lengthy (see Appen,
its evaluation can be implemented efficiently in practice, for instance as an operator acting on a
vector (Gilpin, 2023)). The evaluation of the GenGC correlation function can be formulated as a
two step process: first, there are the two sets of conditional statements that determine the correct
piecewise function to evaluate based on ¢, ¢y, and ||r —s||, then a small number of scalar operations
are done to evaluate the chosen function. These two steps are not computationally expensive, which
can be optimized per coding language, and simply extend existing implementations of the GC99

and GO06 functions.

2 The GenGC, GC99, and G06 correlation functions are sixth-order piecewise rational functions in that the highest-
degree terms are of the form z6/z (near the origin, the highest-degree terms are 2° since the 1/z terms vanish and
are therefore fifth-order). We therefore correct the mis-stated order of the GC99 function in Sec. 4(c) of GC99 and
the G06 function in GO6, p. 1821.
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Remark 4. As the GenGC correlation function is constructed via convolution over the Euclidean
space R, for r, s € R® the norm ||r — s|| is taken to be the Euclidean norm. Restricting r,s € R3
to S2 for r > 0 embedded in R requires restricting the Euclidean norm to S2, which is chordal
distance,

|7 — 8||eq := 2rsin(0/2), 0<O<m r scS? (8.19)

where 0 is the angle between the vectors r and s,
r?cos(f) =rTs, r,s€S? (8.20)

(GCI99, pp. 130732, 137). This implies that the cut-off length ¢y should also be specified in terms

of chordal distance.

8.3 Continuity Properties Involving a and ¢

With the GenGC correlation function derived in the previous section, we now discuss two of
its properties resulting from a; and ¢ varying over the domain. Since correlation modeling and
tapering applications in data assimilation typically require continuity, we first study the influence of
aj, and ¢ on the continuity behavior of GenGC. We show that GenGC is not, in general, continuous
at the boundaries 9€);, of the subregions . If, however, a; and ¢ are defined as discretizations
of continuous functions a and ¢ on €2, then continuity of GenGC, in an appropriate sense, ensues.
We conclude this section with a discussion of the correlation length of GenGC, first introduced
in Eq. (8.1)), and of implementation of GenGC when the correlation length is available over the

domain.

8.3.1 Continuity of a¢ and ¢ as Functions on (2

The GenGC correlation function is defined piecewise on the domain 2. The piecewise nature
is inherited from the partitioning of §2 into subregions 21, 29, ..., ,,,, with each subregion assigned
constants a; and ¢ used to define the functions hy for £ = 1,2,...,m in Eq. (8.11). For fixed

k, ¢, the scalar function By(r,s) in Eq. (8.11]) used to define GenGC in Eq. (8.17)) is continuous
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for r € Q, s € €y, since the functions Ay and h, are continuous in their arguments. However,
continuity of Byy(r,s) over the full domain 2 (i.e., as k,¢ vary), and hence that of the GenGC
correlation function, is not always guaranteed. Rather, the continuity of Byy(7, s) over Q depends
on the behavior of Byy(r, s) across the boundaries of the subregions Q1,Qo, ..., Q.

To see this, fix k,¢ with k # £ and let 7, € 0Q; and s, € 9Q, with r, = s, a point in

common to the two boundaries. We define By (7«,7+) and By(S«, Sx) in terms of limits,

Big(rs, 7)) :=  lim  Bg(r,r) = /3 hi(v; ay, cx) dv, (8.21)
R

r—1ry, TEQY

B(ss,8:) = lim  Byl(s,s) = /3 hi(v; ay, o) dw, (8.22)
R

S— 84, SEQy

where the last equality in each case comes from the convolutions defined in Eq. (8.11). We also

define Byy(7+, 8+) in a similar manner,

BM(’I’*,S*) = lim lim Bkg(r,s) = /RS hk(v;ak,ck)hg(v;ag,q) dv. (823)

r—7ry, TEQL S—8x, SEQ)

The limits in Egs. f exist due to the continuity of Bye(r,s) for r € Q, s € Q and
fixed k, €.

For the covariance function to be well-defined over all of €2, including at the boundaries
between subregions, and in particular for the variance to exist at each common boundary point
T« = Si, we must have that Byg(r.,7.) = Bu(S«, 8x) = Bre(rs, s+). It is clear, however, from
Egs. and that By (7«, 7+) # Bu(S«, 8+) in general, since hy, and hy under the integral

signs are different functions if ag # ay or ¢ # cp. We also have
| Bre(7s 8:)| < | Biow(re, 74) Buo(s., 8:) V2, (8.24)

by the Cauchy-Schwartz inequality. Though the quantity Bge(rs, s.) is defined at the common
boundary point r, = s, when ag # ag or ¢ # ¢y, it is not the variance, and all we are guaranteed
is the bound given in Eq. .

We illustrate the consequences of specifying ay and ¢ arbitrarily over the different subregions

in the top row of Fig. For this example, we consider the GenGC correlation function on the
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domain (0,1), which is discretized into 201 equally-spaced grid points (including both endpoints 0
and 1). We then partition the one-dimensional line segment (0, 1) into two subregions ©; = (0,1/2)
and Q9 = (1/2,1), where a1 # a2 and c¢; # ¢y (values shown in the top left panel). The GenGC
correlation matrix produced for this case, shown in the top middle panel, is continuous within the
four blocks (which correspond to fixed k,¢ = 1,2), but is discontinuous where the boundaries of
the subregions meet at 7, = s, = 1/2. This is more explicit in the one-dimensional correlations
shown in the top right panel, where we see away from the boundary at 1/2, the correlations are
continuous, but each correlation has a jump discontinuity at 1/2.

Though a4, as, ..., a,, and ¢y, co, ..., ¢, can be arbitrarily specified on the different subregions
Q1,Q9, ..., Q,,, the covariance function, and hence the GenGC correlation function, will not neces-
sarily be continuous over the full domain 2. Since data assimilation applications typically require
continuous covariance functions, we must impose conditions on ag, ay and cg, ¢y so that the covari-
ance function is well-defined and continuous where the boundaries of the subregions € and €2
meet. This requires defining ax, ay and cg, ¢y from continuous functions on €2, which we describe in

the following theorem.

Theorem 2. Let a: Q — R and c¢: Q — (0,00) be continuous functions on ), and for each

k=1,2,....,m, define
_ ka a(r)dr o ka c(r)dr
kal-dr’ kal‘dr

Fix k # ¢ and suppose ry € 00y, S, € Oy with 4« = S,. In the limit as Qi and Qy shrink towards

ay : (8.25)

the common boundary point r. = S, then Byp(T«,T+«) = Bu(S«, Sx) = Bro(Tx, Sx).

Proof. In the limit as € and €y shrink towards their boundary points 7, and s,, respectively,
it follows from Eq. that ax — a(rs), cx — c(ry), ag — a(sy), and ¢; — c(s,). Since the
boundary points satisfy r, = s., we have that ax = ay and ¢ = ¢; in the limiting case. Therefore,
as 0 and €y shrink to their common boundary point 7, = s, it follows from Egs. -

that By (7, 7+) = Bu(S«, 84), 1.€., the variances are equal and well-defined. In addition, it follows

from Egs. (8.21) — (8.23)) that By¢(rs, i) = Bii(T+,7+) = Be(S«, Sx)- O
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Generalized Gaspari-Cohn on (0, 1) (Euclidean Norm)
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Figure 8.2: One-dimensional examples of the GenGC correlation function on (0,1) for different
choices of functions for a and ¢ (and subsequently partitions of (0,1)). In both cases, the domain
(0, 1) is discretized into 201 equally-spaced grid points (including both endpoints 0 and 1). Top row:
the domain is partitioned into two subregions, ; = (0,1/2) and Q3 = (1/2, 1), where values of a and
¢ are constant over these two domains and chosen to mimic the constant values of the continuous
case, shown on the bottom left panel. The middle panel illustrates the corresponding GenGC
correlation matrix, with horizontal lines indicating the selected one-dimensional correlations shown
on the right at rows 50 (grey), 100 (orange), and 170 (yellow). Bottom row: both a and c¢ vary
continuously over (0, 1) according to the functions specified in the subplot title. The corresponding
GenGC correlation matrix is in the middle (see text for the description of its construction), with
the right panel illustrating rows 50, 100, and 170 from the correlation matrix.
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Therefore, the variances are continuous throughout €2 when a; and ¢ are chosen as appro-
priate discretizations of continuous functions, in the sense described in Thm. [2| and this implies
continuity of the GenGC correlation function in the same sense. In practice, the integrals in
Eq. can be approximated numerically, such as with the midpoint rule, for example.

Theorem |2 provides the framework to construct continuous GenGC correlation functions on
Q). Suppose the domain €2 is discretized into m grid cells. Take each grid cell to be a subregion
for k =1,2,...,m, then define a; and ¢, according to Eq. given continuous functions a and ¢
on ). The bottom row of Fig. constructs GenGC on (0,1) in this framework. The bottom left
panel plots the functions a(r) and ¢(r) for r € (0, 1), both constructed using a hyperbolic-tangent
function to allow for a smooth transition between two constant values on either side of 1/2. The
domain (0, 1) is discretized into 201 equally-spaced grid points (including both endpoints 0 and 1),
and the subregions Q, for £k = 1,2,..,m = 200 are the grid intervals of width 1/200 centered half-
way between each grid point. Values of a; and ¢ in Eq. are evaluated using the midpoint
rule with four subintervals within each subregion ;. The resulting GenGC correlation matrix is
shown in the bottom center panel, along with selected rows of the correlation matrix on the right.
We can see that when a and ¢ are continuous functions and each subregion is taken to be a grid cell
on the discrete grid, the GenGC correlation matrix does not have the jump discontinuities seen in
the top row, and instead has a smooth transition across 1/2 corresponding to the smooth behavior
in @ and ¢ shown on the left. In fact, by choosing hyperbolic tangent to construct a and ¢, we have
created a continuous version of the discontinuous case shown in the top row of Fig. 8.2 as is clear
under mesh-refinement (not shown).

We emphasize here that the choice of a and ¢ and the partitioning of the domain have a
significant impact not only on the inhomogeneity and anisotropy of the GenGC correlation function,
but also on its continuity over space, which is not readily available from convolution theory alone.
For applications where continuity of the GenGC correlation function is required, choosing a and
¢ to be continuous functions over the spatial domain will ensure that continuity holds. In cases

where a and ¢ are not continuous functions, such as the piecewise-constants shown in the top row
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of Fig. the GenGC correlation function will not be continuous across the boundaries of the
subregions. There are applications where jump discontinuities like those shown in Fig. may be
suitable, for instance at the interface between different fluids, such as the atmosphere and ocean
(e.g., Stanley et al [2021)). Care should be taken to ensure that the GenGC correlation function

constructed satisfies the requirements of the particular application.

8.3.2 Correlation Length

Evaluation of the GenGC correlation function requires specifying a1, as, ..., a., and ¢, co, ..., ¢,
over the different subregions of the domain. The GenGC correlation function does not impose re-
strictions on how aq,as,...,a,, and c1,ca, ..., ¢, are specified, therefore these quantities can be
specified arbitrarily. If GenGC must be continuous over the full domain, the only restriction is
that a; and ¢ for k = 1,2, .., m are defined from continuous functions, as described in the previous
section, but these functions can also be arbitrary.

In some applications, the cut-off length values ¢; for £ = 1,2, ...,m may be readily specified
from physical or computational considerations, while specifying each a; may be less straightforward
and might instead be computed from other known quantities. The desired correlation length values
Ly, for instance, may be available while holding the cut-off length constant. For example, for state
dynamics governed by the continuity equation and related hyperbolic partial differential equations
(PDEs), an explicit PDE can be derived for the correlation length field (see|Cohnl {1993, pp. 3137 —
3138). Therefore, if the PDE for the correlation length field is solved and the cut-off field is
known or specified, correlations can be reconstructed using GenGC, provided that we can relate
the correlation length L and cut-off length c; to ai. We derive an expression here that does so,
and we discuss methods of reconstructing correlations with GenGC in this context.

For fixed k,¢ and r € Q, s € Qy, the GenGC correlation function, Eq. , can be
expressed as Cy(r, 8) = CPy(2) for an even function C}, defined on the real axis with z = ||r — s]|.
Therefore, we can define the correlation length for GenGC in terms of its second derivative with

respect to z for k = ¢ and at z = 0 (Daley, 1991, p.110; Michel et al., 2016| special case of their
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Eq. 2),

P2 ~1/2
D= (~gmthG)| ) k=L2em (5.26)
z=0

From the explicit formula for GenGC (see Appen.|D.2)), we derive an expression for the correlation

length Ly as a function of a; and ¢y,

9242 D\ /2
Lk:ck<3( 0y, + S + )> . (8.27)

40(8a2 — 2ay, + 1)
As the quantities a; and ¢ vary over the different subregions 2 for k£ = 1,2, ..., m, the correlation
length L also varies. In particular, if a; and ¢ are defined from continuous functions on €2, for
example by Eq. , then it follows from Eq. that the correlation length Ly is also. Observe
that while L; depends linearly on ¢ for fixed ax, Li depends only weakly on aj away from ag = 0,
but strongly near a; = 0, as shown in the left panel of Fig. 8.3
In applications where the cut-off lengths ¢; and correlation lengths Lj are available, to
construct GenGC one would need to recover ai. From Eq. , we can solve for a; as a function

of Lj and cg, which yields a quadratic equation with the following two solutions,

. S0+9s7 £ /(80 +9k3)2 — 4(320 — 6647) (40 — 317)
% = 640 — 132r2 ’ (8.28)
where we define kj, = ¢;/Ly, and a (kk) (ay (ki) refers to the solution where the square root is
added (subtracted).

Since the values of ay, in Eq. are solutions to a quadratic equation, there are restrictions
on ¢; and Ly so that the solutions remain real, as well as restrictions on the choice of az and ay
that should be considered. The right panel of Fig. ﬁ plots az and a, as functions of ky = ¢/ Ly,
and illustrates these restrictions. For the solutions in Eq. to remain real and bounded, we
require that the discriminant remain positive and the denominator to be non-zero. It follows that

two real roots az and a; do not exist for all values of r. Rather, we obtain two sets of restrictions

on values of a; and a; in Eq. li and the corresponding values of xj, which we will denote as
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Figure 8.3: Left: Equation solved for 1/k = Li/c plotted as a function of ar. Right:
Solutions a; (grey) and a; (orange) to Eq. as functions of k = ¢x/Lk. The vertical dotted
line marks the vertical asymptote at k = /160/33 for a; The horizontal black lines mark the
transitions between the roots az and ay .
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+ - + - :
k;, and k; for a; and a; , respectively,

aj € (—o0, —0.1348) U (0.5463, o) for x; € (1.8233,2.2019) U (2.2019,4.3536) (8.29)

a;, € (—0.1348,0.5463) for x;, € (1.8233,4.3536) (8.30)

The root az (grey curves in the right panel of Fig. is asymmetric about the vertical asymptote
at Iﬁ}—’: = \/m = 2.2019 (dotted line in the right panel of Fig. . Therefore, values of a;f
that cross the vertical asymptote at mz will produce a GenGC correlation function that is not
continuous. The root a, (orange curve), however, remains continuous for all values r; specified in
Eq. , but the values of a; that can be achieved are limited, bounded by the black horizontal
lines in the right panel of Fig. As k. varies between the limits expressed in Eqs. — ,
1/kk = Li/cy, is restricted to vary only between 1/4.3536 = 0.2297 and 1/1.8233 = 0.5485.
Solving for aj directly from Eq. given rky is possible, but has the limitation expressed
by Egs. f and illustrated in the right panel of Fig. |8.3] For applications where ay
may not vary substantially, an alternative to solving for aj directly would be to fix kK = Kk as
constant, which is equivalent to fixing ar = a. Given a set of correlation lengths Lj, one could
then solve for the cut-off lengths by evaluating ¢ = kLj, making sure to observe the restrictions
presented in Egs. f when choosing . For example, correlation lengths L; may be
obtained dynamically, as in |(Cohn| (1993, Sec. 4b), and fixing x = 1.8233, the lower bound of k™
and xT, we recover the cut-off lengths ¢, and fix a. This choice of x allows for recovery of the
smallest possible cut-off lengths ¢; given the correlation lengths Ly, which may be advantageous to
reduce computational expense. Alternatively, one could simply take a = 1/2 fixed as in the GC99
correlation function, which according to the right panel of Fig. [8.3] would be nearly the same as

choosing « at its minimum « = 1.8233.

8.4 Examples

The advantage of GenGC is that both a; and ¢ can vary over the subregions €0, producing

correlations that can be markedly inhomogeneous and anisotropic over the full domain €2. This
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section presents simple examples that highlight the anisotropy of GenGC on the sphere by allowing
these quantities to vary, first through a series of one-dimensional examples, followed by a two-

dimensional example on the surface of the Earth.

8.4.1 One-Dimensional Examples

We begin with one-dimensional examples on the discretized unit circle S} with m = 200
equally-spaced grid points. The subregions € for £ = 1,2,...,m = 200 are the grid intervals
of width 7/100 centered at the grid points. We choose ¢(r) and a(r) to be continuous functions
on the unit circle and evaluate ¢(r) and a(r) at each grid point to define ¢ and ag, respectively
(which is equivalent to evaluating Eq. using the midpoint rule with one subinterval equal to
the subregion). The corresponding GenGC correlation matrices are constructed using the chordal
distance, Eq. (8.19), for different choices of functions a(r) and c¢(r). We give three examples that
illustrate the results of allowing a and c¢ to vary as continuous functions over the spatial domain.

Example 1

Generalized Gaspari-Cohn on S for Continuous a(r), c(r) (200 subregions, Chordal Distance Norm)
a(r) = 0.25sin(r) + 0.5

c(r) = 0.25m— 0.15nsin(r) 0 Correlation Matrix o Select 1D Correlations (rows)
1.
1.0 4
124 — aln) N
/ 25
== c(r) / \
0.8 o084
50 -
& 06 06
100
125 0.4 e
150 i
0.2 0.2
175
0.0 0.0 Poct——
200 0.0
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Figure 8.4: Example of the GenGC correlation function on the unit circle S} constructed using
continuous functions for a (solid black) and ¢ (dashed grey) shown in the left-panel. The correlation
matrix is shown in the center, constructed using chordal distance defined in Eq. . The white
region corresponds to correlations between —0.003 and 0.003, highlighting the regions where the
correlations become zero. Horizontal lines on the correlation matrix mark the row 50 (grey), 125
(orange), and 150 (yellow) shown in the right panel, with the dotted black line marking zero.
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The first example, shown in Fig. constructs the GenGC correlation matrix with a and
¢ defined using simple sine functions illustrated in the left panel. The resulting correlation matrix
in the middle panel of Fig. has a non-uniform region where correlations vanish (white), with
larger non-zero regions in the right half of the domain and smaller non-zero regions on the left.
This reflects the choice of function for ¢ and its impact on the region of compact support. The
specific one-dimensional correlations, as we see in the right panel, also illustrate the impact of the
spatial variability of the cut-off parameter ¢, where the correlations are compactly supported and
asymmetric about zero separation. Though a also varies over space in this example, these values
of a do not have a significant impact on the shape of the resulting correlations.

Correlation functions like the GenGC correlation function shown in Fig. may be useful
for covariance tapering, particularly for localization in ensemble-based data assimilation schemes.
Current data assimilation schemes often implement the GC99 function for localization, which is
isotropic on the sphere since c is fixed and a = 1/2 is held constant. Alternate means of localization
have been proposed, such as adaptive localization (Bishop and Hodyss, [2007)), spatially-dependent
localization (Buehner, 2012)), scale-dependent localization (Buehner and Shlyaeva, 2015)), empirical
localization functions (Anderson and Lei, [2013), and cross-localization for coupled data assimilation
(Stanley et al., 2021)E| . The GenGC correlation function removes the restriction of a single cut-off
length and produces correlations that can be anisotropic and asymmetric about zero separation, as
illustrated in Fig. 8.4

Example 2

We can see the impact of allowing a to vary over space on the anisotropy of the GenGC
correlation function more clearly in Fig. In this example, the function a varies significantly
on the unit circle and attains values less than zero. As a result, the GenGC correlation matrix
shown in the middle panel of Fig. 8.5 is highly anisotropic and has negative correlations, all while

remaining compactly supported (white region). The one-dimensional correlations for this case are

3 The mulitvariate Gaspari-Cohn localization function introduced by |Stanley et al.| (2021) is in fact a rescaled
version of the GenGC correlation function for two subregions with different values of ¢ on the two subregions while
a=1/2 is fixed.
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Generalized Gaspari-Cohn on 511 for Continuous a(r), c(r) (200 subregions, Chordal Distance Norm)
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Figure 8.5: Same as Fig. [8.4] for different functions a and ¢ shown in the left panel.
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much more asymmetric about zero separation (right panel of Fig. and vary significantly in their
behavior. The grey correlation of row 50 is quite narrow, as it is in part of the domain with the
smallest values of ¢, while the correlation at row 150 (yellow) is very broad close to zero separation.
The GenGC correlation function becomes negative for values of a less than zero, due to the
behavior of the piecewise linear functions defined in Eq. . Correlations that become negative
over certain regions occur naturally in several contexts, such as for geostrophically balanced wind
fields 1991, pp. 160-161, 163), for instance. Allowing a to vary across a = 0 significantly
changes the interior shape of the correlations and can be tuned to suit different applications.
Example 3 A common application of correlation functions with compact support is to

Hadamard Product of FOAR (Lo = /4) and Generalized Gaspari-Cohn on 511 for Continuous a(r) = 0.5sin(3r) + 0.25,
c(r) = 0.25m — 0.15mncos(r— 0.2m) (200 subregions, Chordal Distance Norm)

Hadamard Product
FOAR Correlation Matrix 0 GenGC Correlation Matrix 0 Correlation Matrix Select 1D Correlations (rows)

‘N ~
- S,

YA
S}

175 AP
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200 =~ : ; —
0

50 100 150 200 0 50 100 150 200

Figure 8.6: Hadamard product of the First-Order Autoregressive (FOAR) correlation function,
Eq. , with correlations computed in Fig. Left: original FOAR correlation matrix with
length-scale Lg = 7 /4. Left-middle: GenGC correlation matrix, same as middle panel of Fig.
Right-middle: correlation matrix corresponding to the Hadamard product of the FOAR correlation
matrix (left) and GenGC correlation matrix (left-middle). Right: colored lines are correlations
corresponding to horizontal colored lines in right-middle panel; dashed-black lines correspond to
same rows in the FOAR correlation matrix (rows 50, 125, and 150). The dashed lines are identical
since the FOAR correlation function used here is isotropic.

compute the Hadamard (element-wise) product with a correlation function that does not have
compact support. Figure is an example of such a case, showing the Hadamard product of the
GenGC correlation function in Fig. 8.5 with the First Order Autoregressive (FOAR) correlation

function. The FOAR correlation function is defined as

Croar(r, s;Lg) = e~ IIr=sll/to (8.31)
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where L is commonly referred to as the length-scale (not to be confused with the correlation length
L defined in Sec. . The FOAR correlation function is not differentiable due to the cusp at
zero separation and never becomes zero. We see in Fig. that taking the Hadamard product of
the correlations of Fig. and the FOAR correlation with Ly = m/4 produces correlations that
have compact support and a mixture of features from both functions. The cusp-like behavior of
the FOAR is preserved by the Hadamard product, but it is now asymmetric about zero separation,
contains negative correlations, and is compactly supported. The Hadamard product of GenGC with
the FOAR combines the unique features from each function into one correlation function, which can
be a powerful tool for covariance modeling, particularly for applications in which cusp-like behavior

can be expected (e.g.,[Ménard et al., 2000; [Ménard and Chang), 2000; Waller et al., 2016).

8.4.2 Two-Dimensional Example

In addition to one-dimensional examples, we consider a simple two-dimensional case moti-
vated by the example presented in [Paciorek and Schervish (2006). We construct correlations over
the state of Colorado, which we divide into two regions: a western mountainous region with short
cut-off lengths, and an eastern plains region with long cut-off lengths. Figure [8.7] plots the corre-
sponding a and c fields as functions of latitude and longitude, where both fields are constructed
using hyperbolic tangent (as we did in Fig. and are latitudinally invariant. These are rela-
tively homogeneous fields in both the mountainous and plains regions, with a smooth, sharp but
continuous, transition between the two.

We consider correlations at three different locations, indicated by the marked points in
Fig. and compare four different cases of GenGC depending on the choice of a and ¢, Figs. 8.8
Panels (a) of Figs.[8.8-8.10]plot the correlations constructed using the GC99 function (Eq. 4.10
of GC99), where GenGC is evaluated with ¢ fixed at the value at the center location and a fixed at
one-half. Panels (b) plot correlations constructed using the G06 function (Eq. 33 of G06), which is
GenGC with ¢ constant (as in panel a) but with a varying according to the background field in the

left panel of Fig. Panels (c) evaluate GenGC where a is fixed at one-half, and c is allowed to
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vary according to the background field in the right panel of Fig. Finally, panels (d) are the full
GenGC correlation function which uses the full ¢ and a background fields shown in Fig. These
examples highlight the anisotropy gained by letting a and ¢ vary over the surface of the Earth and
illustrate how this affects the correlation function when compared with the case where either one

or both are fixed.

c*W,*N) m
41.5°N -0.1 41.5°N 100.0
-0.2 80.0
39°N 0.3 39°N 60.0
+ +
0.4 40.0
36.5°N -0.5 36.5°N 20.0

110°W 110°W

Figure 8.7: Fields a (left) and ¢ (right) as functions of latitude and longitude over the state
of Colorado, plotted on the surface of the Earth using a Mercator projection. Both fields are
latitudinally invariant and are constructed in the longitudinal direction using hyperbolic tangent:
a(lon) = —0.2tanh(10(lon — 105.05°W)) — 0.3, c(lon) = 40tanh(10(lon — 105.05°W)) + 60; c is
expressed in km. Marked points indicate locations where the two-dimensional correlations are
constructed: + for Fig.[8.8] x for Fig. and * for Fig. [8.10

The western location in Fig. [8.7| (marked +) is in a region of relatively constant values of a
and values of ¢ that are small. As a result, the correlations in Fig. [8.§ are nearly identical, as the
long-range behavior of a and ¢ have little influence because of the very short local cut-off lengths.
Panels (a) and (c) are nearly identical but differ slightly from panels (b) and (d) in their interior
behavior because each pair uses different a values for their construction. The correlations in this
case are all fairly isotropic and decay to zero relatively quickly beyond the 0.05 contour.

Moving eastward to the central marked point in Fig.|8.7| (x point), we obtain the correlations
shown in Fig. This location sits on the western edge of the steep gradients in a and ¢, which
heavily influences the behavior of the correlations that allow for a and/or ¢ to vary (panels b—d).
The GC99 function in panel (a), as expected, is isotropic and only differs from panel (a) in Fig. 8.8

in how fast it decays to zero. Panels (b) and (d) have the most strikingly different interior behaviors
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Figure 8.8: Two-dimensional correlations with respect to (107.3°W, 38°N) (plus-sign + in Fig.
given background fields in Fig. Panel (a) is the GC99 function with a = 1/2 fixed and the
value of ¢ taken to be the value at (107.3°W, 38°N). Panel (b) is the GO6 function using the a field
of Fig. and ¢ at (107.3°W, 38°N), fixed. Panel (c) is GenGC with a = 1/2 fixed and ¢ varying
according to Fig. [8.7 while panel (d) is the full GenGC using both a and c fields from Fig.
The colorbar indicates the value of the correlations, along with selected values marked by contour
lines defined in the legend. Correlations are plotted on the surface of the Earth using a Mercator

projection.
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Figure 8.9: Same as Fig. evaluated at (105.275°W, 39.025°N) (x in Fig. [8.7).
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due to the spatial dependence of a, where structures are no longer radially symmetric. Panels (c)
and (d) capture the changes in ¢, noting that to the west of the center location cut-off lengths are
small and increase when moving east. This is reflected in the eastward expansion of the correlations
in panels (¢) and (d), whereas the correlations in panels (a) and (b) go to zero within a fixed radius
determined by the value of ¢ at the center. Examining Fig. in its totality shows the step-by-step
progression of the GC99 function to its most general form of GenGC in panel (d).

Correlations in Fig. are evaluated at the starred location in Fig. [8.7| (x point) on the
eastern edge of the steep gradient in both the a and c fields. In this region, we obtain correlations
that become negative for both the G06 function in panel (b) and GenGC in panel (d), which are
not captured when a is fixed at one-half in panels (a) and (c). As in Fig. we see the influence
of the gradient in the cut-off length field ¢, where correlations that allow the cut-off length field to
vary (i.e., panels ¢ and d) exhibit expansion eastward towards larger cut-off lengths and shrinkage

westward for shorter cut-off lengths, relative to the fixed cut-off lengths in panels (a) and (b).

8.5 Concluding Remarks

This chapter presents a generalized version of the |Gaspari and Cohn (1999)) compactly-
supported, piecewise rational correlation function (the GC99 function) and its subsequent extension
in Eq. (33) of Gaspari et al.| (2006) (the GO6 function). The function presented here, which we refer
to as the Generalized Gaspari-Cohn (GenGC) correlation function, extends the GC99 and G06
functions to let the cut-off length ¢ and parameter a vary over arbitrary subregions €1, Qs, ..., Qp,,
such as individual grid cells, that partition the domain  on which GenGC is defined. As a
consequence, the GenGC correlation function is a piecewise-defined, scalar correlation function
that can be inhomogeneous and anisotropic while remaining compactly-supported. In particular,
by allowing the cut-off length ¢ to vary over the different subregions, GenGC can be compactly-
supported on regions other than spheres of fixed radius with more direct control of the correlation
lengths, introducing features that the GC99 and GO06 functions lack.

The general framework to construct GenGC and other scalar covariance functions that allows
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parameters to vary over the domain is built from matrix covariance functions of vector random fields.
As we describe in Sec. [8.2.1] matrix covariance functions provide the initial structure in which we
can introduce inhomogeneity and anisotropy, and from these matrix functions we can extract the
piecewise-defined scalar covariance function evaluated in practice. In this way, we build the GenGC
correlation function from the convolution of compactly-supported, radially-symmetric functions, as
done in Sec. 822

Since GenGC is defined piecewise, continuity over the full domain is not always guaranteed,
as discussed in Sec. In practice, choosing the subregions €21, s, ..., €, to be the grid cells
of the discretized domain and allowing a and c¢ to vary continuously over the full domain will
ensure the GenGC correlation function remains continuous, in an appropriate sense. The one-
and two-dimensional examples in Sec. are constructed in this manner. These examples are
intended to illustrate the flexibility of the GenGC correlation function while maintaining its compact
support. They suggest potential areas of application where this function may be useful, such as
for localization or covariance modeling. In particular, the GenGC correlation function can play
an important role in reconstructing covariances from correlation length fields and variance fields,
which will be described in the next chapter.

The increased flexibility of the GenGC correlation function compared to the GC99 and G06
functions is reflected in its correlation length, Eq. , which varies over the domain 2 as a; and
¢, vary over the different subregions 2, for £k = 1,2, ..., m. This correlation length is a scalar value,
independent of the dimensionality of €2, due to the radial symmetry of the functions h; in Eq.
used to construct GenGC. This implies that for €2 in two and three dimensions, GenGC is still locally
isotropic, in the sense that in each subregion €2, there is only one, scalar correlation length defined,
independent of direction. To be fully anisotropic in two and three dimensions requires correlation
lengths that depend on direction (for example: |Cohnl {1993, Sec. 5b, Eqgs. 5.34a,b; local correlation
tensors defined in Michel et al. 2016 Sec. 2.4). Though the GenGC correlation function is a
generalization of the GC99 and GO06 functions, further work is needed to construct a version that

is fully anisotropic in two and three dimensions.



Chapter 9

Implementation of Local Covariance Evolution and Preliminary Results

Chapter[7)introduces the theoretical framework for local covariance evolution (LCE), followed
by Ch. [§| which derives a new parametric correlation function that can be used to reconstruct
correlations from variable correlation length fields. In this chapter, we will now implement LCE
in one space dimension. Since the implementation of LCE depends on the parametric correlation
function, in this chapter we will develop the methodology for two parametric correlation functions:
the Generalized Gaspari-Cohn (GenGC) correlation function defined in Ch. (8 and the First-Order
Autoregressive (FOAR) correlation function. In addition, we will implement LCE for the Hadamard
product of these two parametric correlations. This yields a total of three LCE methodologies, in

which their implementation is described and preliminary results for each case are presented.

9.1 Methodology

We begin by discretizing the domain, taken to be the unit circle S}, into open intervals €2,
for k =1,2,...,m = 200 of uniform width of 7/100. The grid point z; € Si is taken to be at the
midpoint of Q for k=1,2,...,m.

Reconstructing covariances using LCE consists of two parts, mirroring the decomposition of
the covariance P into the standard deviation o and correlation C in Eq. . The first part of LCE
is the evolution of the variance, o2. This is done by solving the variance equation, Eq. , either
analytically or numerically. The second part is the evolution and reconstruction of the correlations.

The covariance is then recovered by rescaling the correlations by the variance.
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Evolving and reconstructing the correlations for LCE is more involved than evolving the
variance since it depends on the particular parametric correlation function. Therefore in the next

three sections, we will see how to evolve and reconstruct the correlations for three different cases.

9.1.1 Generalized Gaspari-Cohn (GenGC)

Since the standard Gaspari-Cohn correlation function (referred to as GC99 in Ch. is
compactly supported and frequently used in the data assimilation community, implementing LCE
for the Gaspari-Cohn correlation function is a natural choice. This motivates the derivation of the
GenGC correlation function in Ch. By allowing both parameters a; and c; to vary over the
domain, the correlation length L; of the GenGC correlation function has the full flexibility needed
for LCE in one space dimension.

The correlation length Ly of GenGC defined in Eq. depends on both parameters ay
and ci. Therefore, the correlation length field alone is not sufficient to determine both a; and
ci. Even if both the correlation length L; and cut-off length ¢ for £k = 1,2,...,m are known,
the restrictions on the values of aj, for fixed Ly and ¢ (as discussed in Ch. make choosing
an appropriate value of ay difficult. One option would be to include the dynamics for a higher-
order derivative of the correlation at zero separation, C4 for example, in addition to solving for
the correlation length. Solving for a; with an additional equation for Cy, however, is algebraically
complicated. For fixed L; and cg, a; satisfies a quartic equation with even more restrictions due
to the nonlinear relationship of a; with the ratio Ly /cy.

Rather than solving for both a; and c; over the full spatial domain, we will fix the values
of ap = a to be constant for £ = 1,2, ..., m. By assuming the parameter a; = a is constant over
space and time, we are now able to compute the cut-off length field ¢ for £k =1,2,...,m from the
evolved correlation lengths. For cases where the shape of the correlations depends primarily on the
cut-off length or when the values of a are in a regime such that the shape of GenGC does not vary
(see Fig. for example), this assumption is sufficient. We will see the impacts of this assumption

in the examples presented in Sec.
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The implementation of LCE with the GenGC correlation function must be done using the
framework described by Thm. [2] in Ch. to ensure the resulting correlations are continuous.
Since a = a for k = 1,2,...,m is constant over the domain, a can be directly evaluated in GenGC.
The values of ¢, however, should be evaluated as the average value of the function ¢(z,t) over the
subregion Q, Eq. . Since the grid points xj are the midpoints of the subregions 2, simply
evaluating ¢ = c¢(zy, t) is sufficient, as it is equivalent to computing Eq. with the midpoint
rule over one subinterval equal taken to be the full subregion €2;. Evaluating Eq. to determine
¢, using more than one subinterval in {25 could be done using appropriate mesh-refinement methods.

The general implementation of LCE for the GenGC correlation function with fixed a; = a is

summarized by the following three steps:

(1) Define the initial correlation Cp(z1,z2) using GenGC for initial cut-off values ¢} and a? = a
fixed for k = 1,2,...,m, where the superscript zero indicate the values of ¢; and a; at the

initial time tg. The initial correlation lengths Lg are computed from a; = a and cg for

k=1,2,...,m using Eq. (8.27).

(2) At time t > t, the correlation length field L(xg,t) is evaluated by solving Eq. with
the initial condition from step (1). With fixed az =a, k =1,2,...,m and correlation
lengths L(zy,t), the cut-off length field c(z,t) is computed using Eq. . The values
cfc are then computed from c(zy,t) using Eq. , where the superscript ¢ denotes the

value of ¢ at time ¢.

(3) GenGC is evaluated using the fixed value of a}, = a and computed cut-off length field ¢/,

for k=1,2,...,m at time t.

Remark 5. In practice, one would likely not solve the correlation length PDE given by Eq.
directly. Instead, one would solve the PDE for 1/L since it satisfies the continuity equation and a

numerical scheme that will preserve its continuum conservation properties can be implemented.
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9.1.2 First Order Autoregressive (FOAR)

Another parametric correlation function that can be used for LCE is the First-Order Au-
toregressive (FOAR) correlation function, first introduced in Eq. (3.6)) in Ch. Its definition is

repeated here with slightly different notation,
Croar(z1,x9) = e~ llm1—o2ll/L. (3.6| revisited)

where L is the length-scale parameter and ||z; — || is the normed distance between points x;
and s, which is taken to be chordal distance on the unit circle defined by Eq. . The FOAR
correlation function has a cusp at 1 = 9, therefore its derivatives at x1 = zo are discontinuous.
The dynamics for LCE in this case are therefore defined in Ch.

We can implement LCE using the FOAR correlation function by making use of the general-
ization in Eq. (23) of |Gaspari et al| (2006) referred to as the “multi-level FOAR.” The multi-level
FOAR generalizes Eq. to allow the length-scale parameter L = L; to vary over the spatial
domain, similar to how ax and ¢ vary in the GenGC correlation function. For a given length-scale
field Ly, Eq. (23) of |Gaspari et al. (2006]) can be used to reconstruct FOAR-like correlations that
can be inhomogeneous and anisotropic.

At zero separation (i.e., 1 = x2), the multi-level FOAR correlation function reduces to
Eq. . Therefore, we can compute Cy from Eq. and find it only depends on the length-

scale parameter L,

Ci(z,t) = — (9.1)

L(z,t)’
where we now allow the length-scale parameter L to vary over space and time. Using the relation
between C7 and the length-scale L in Eq. (9.1)), we can derive an explicit PDE for the FOAR

length-scale,

L; + vl — v, L =0,

L(:L',t()) = Lo(x), (9.2)
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which happens to satisfy the same dynamics as the correlation length L in the continuously differ-
entiable correlation case.

Like the GenGC correlation function, the multi-level FOAR correlation function is con-
structed by convolving functions from a collection of radially-symmetric functions on R? (see the
proof on pp. 18211822 of (Gaspari et al., 2006)). Therefore, to ensure that the resulting correlation
is continuous, the values of Ly used in Eq. (23) of |Gaspari et al.| (2006]) should be evaluated using
the average value of L(z,t) over the subregion ;. In fact, Thm. [2| can be generalized for arbitrary
parameters and then applied to the multi-level FOAR correlation function to ensure continuity.

The implementation of LCE for the FOAR correlation function is more straightforward than
the GenGC case since the length-scales L(z,t) can be solved directly. Given initial length-scales
L% = Lo(zx), we can solve Eq. (9.2)) for L(z,t) at some time ¢ > t(, then evaluate L} using Eq.
for L(x,t) in place of ¢(z,t). Finally, we can use Eq. (23) of |Gaspari et al.| (2006) to recover the

full correlations.

9.1.3 Hadamard Product of GenGC and FOAR

Though the cusp-like behavior of the FOAR correlation function is useful for certain geo-
physical applications, the resulting correlation matrix is dense since the exponential is everywhere
nonzero. Therefore, considering correlations built from the Hadamard product of the FOAR correla-
tion function with a compactly-supported correlation function, such as GenGC, is computationally
beneficial, particularly in high-dimensional settings. We can implement LCE for initial correlations
Cp that are the Hadamard product of the FOAR correlation and GenGC correlation following the
analysis presented in Ch.

Following the notation of Ch. assume that Fjy in Eq. is the FOAR correla-
tion function (standard or multi-level) and Gp is the GenGC correlation function. Since the
correlation C' remains the product of these two correlation functions for all time, C(z1,z2,t) =
F(x1,29,t)G(x1,x2,t), it is sufficient to evolve the FOAR and GenGC correlations independently,

then reconstruct the full correlation as their product. The implementation in LCE in this case
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reduces to implementing Sec. and Sec. simultaneously to approximate G and F', respec-

tively.
9.2 Preliminary Results

The primary goal of LCE is to evolve covariances in a way that mitigates the inaccurate
variance propagation we observed during full-rank covariance propagation. This is accomplished
by evolving the variance directly, which can be done to any desired accuracy given the dynamics
(here by Eq. and an appropriate numerical scheme. To determine if LCE is an effective means
of covariance propagation then requires testing the its ability to approximate the full correlation
fields. This section presents preliminary results that implement the evolution and reconstruction
of full correlation fields as described in this chapter.

For these experiments, consider the same one-dimensional problem described in Ch. [3] for
the discretization described at the beginning of Sec. The exact solutions to the correlation
C, correlation length L, and length-scale L are known and their solutions are given explicitly in
Appen. For each of the three correlation function cases (GenGC, FOAR, and the Hadamard
product of the two), the initial correlation Cj is taken to be isotropic, meaning the initial correlation
length Lo(z,t) or length-scale Lo(x,t) is constant over the domain. Using the exact solutions to
either the correlation length or length-scale PDE, we can then compute L(x,t) and L(x,t) at time
t = T, then reconstruct the correlations following the procedures outlined in Secs. [0.1.1]-[9.1.3

In Ch. 3] we observe that full-rank propagation produces the most significant errors in both
the variance and correlations when initial correlation lengths are small (see Figs. f for exam-
ple). The first set of LCE experiments, therefore, targets these regimes, where we will consider cases
where the initial correlation length and length-scale parameters are relatively small. Figurel9.1|con-
tains examples of the correlation matrices obtained in the LCE experiments for each of the three
parametric correlation function cases, where the discrete values cg = 0.25 and Lg = 0.25 for all
kE=1,2,...,m = 200. Each row shows the exact correlation matrix (left), the LCE-approximated

correlation matrix (middle), and selected rows from each to illustrate the explicit one-dimensional
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correlations (right).

We see for the cases in Fig. [9.1] that the LCE-approximated correlations reconstruct the exact
correlation fields accurately and eliminate the major problems observed in the full-rank propagation
examples of Ch. Recall that the full-rank propagation results in diffusion of information off
the diagonal, or numerical dispersion in the Crank-Nicolson case, that is particularly problematic
when correlation lengths shrink in regions of convergence (see Figs. f for example). In the
region around row 150, where full-rank propagation performs quite poorly due to the extremely
sharp gradient near the diagonal, LCE captures the correlations quite well. Overall, the LCE-
approximated correlations are quite accurate and are able to capture anisotropy simply from the
evolved correlation length or length-scale fields.

Though LCE is “local” in the sense that the evolved parameters are derived from a local
approximation of the correlation, we see in Fig. [0.I] that correlations are well approximated away
from the diagonal. The FOAR case (middle row) has the largest errors away from zero separation,
but these errors are still relatively small. The GenGC and Hadamard product cases (top and
bottom rows of Fig. respectively), capture the full correlations very well, indicating that for
these dynamics fixing a as constant is sufficient to recover the cut-off length fields from the evolved
correlation lengths.

Though most geophysical applications will consider cases where the initial cut-off lengths cg
for GenGC or length-scale Lg for the FOAR are relatively small over the different subregions, it is
worth considering other values of cg and L,(z to test the ability of LCE to reconstruct correlations.
In Fig we consider the case for cg =1and Lg =1forall k=1,2,...,200, in which the full-rank
propagation examples in Ch. |3| have minimal errors in the variance and correlations.

The LCE-reconstructed correlations in Fig. have more notable errors than those in Fig.[9.1
for smaller initial correlation lengths and length-scales. For these long initial correlation lengths
and length-scales, it is the region around row 50 in which the LCE-approximated correlations
have the largest errors. Interestingly, around row 150 where full-rank covariance propagation is

generally poor due to the sharp gradient near the diagonal, the LCE-approximated correlations
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LCE Correlation Test (t = n/v?): GenGC, evolved L (a = ag constant),
ao=0.5¢0=0.251L9p=0.14
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LCE Correlation Test (t= rr/\/g): GenGC and Multi-level FOAR, evolved L (a = ag constant) and L,
ao = 0.5,¢c0=0.251L0=0.14, Lo = 0.25
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Figure 9.1: Preliminary results for the LCE experiments for three correlation functions: GenGC
(top row), FOAR (middle row), Hadamard product of GenGC and FOAR (bottom row) for
cg = 0.25 and Lg = 0.25 for all kK = 1,2,...,200. In each row title, italicized L denotes the
correlation length for GenGC while roman L denotes the correlation length scale for the FOAR
correlation function. In each row, the left panel is the exact correlation matrix, the middle is
the LCE-approximated correlation matrix, and the right panel are rows 49 and 100 corresponding
to the horizontal lines in each correlation matrix. All matrices are evaluated at time ¢ = 7/ \/§,
corresponding to half a time period.
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LCE Correlation Test (t= n/v’?): GenGC, evolved L (a = ag constant),
ap=0.5¢c=1.0,Ly=0.55
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Figure 9.2: Same as Fig. for cg =1, L% =1forall k=1,2,...,200. The left panels show rows
49 and 150.
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are still accurate. Near the correlation diagonal, the LCE-approximated correlations are accurate,
though further from the diagonal the errors start to increase, indicating the extent of the “local”
approximation. Further investigation into the LCE approximated correlations for larger initial
correlation lengths and length-scales is the subject of future work.

Overall, the preliminary results for the LCE-approximated correlations suggest that LCE
is a viable alternative to standard methods covariance propagation in advective systems, particu-
larly when correlation lengths become small or sharp gradients form near the covariance diagonal.
LCE largely eliminates the errors observed in the correlations produced during standard covari-
ance propagation and is a significant cost reduction for evolving correlations relative to full-rank
propagation and even to low-rank approximations. This work establishes the foundation for further

investigation into LCE, which is addressed in more detail in Ch.



Chapter 10

Conclusions and Future Work

10.1 Summary

In this thesis, the fundamental cause of inaccurate variance propagation associated with
standard methods of covariance propagation has been investigated. Through careful analysis of the
continuum covariance dynamics for advective systems, Ch. [2] identifies a discontinuous change in
dynamics along the hyperplane 1 = x5 in the limit as correlation lengths tend to zero. The impacts
of this discontinuity on discrete covariance propagations is then observed in the following chapters.
Chapter [3] illustrates in a simple, one-dimensional example with a known exact solution, that the
diagonals produced during full-rank covariance propagation are smooth, but wholly inaccurate.
The errors observed result in both spurious loss and gain of variance, which are a manifestation of
inaccurate variance propagation more so than numerical dissipation. One may surmise these errors
can be mitigated by choosing an appropriate numerical scheme. However, Ch. 4] demonstrates that
even when a numerical scheme is chosen to suit the continuum conservation properties, inaccurate
variance propagation is still a considerable problem. Thus, inaccurate variance propagation is not
simply a problem of numerics per se, but rather is due to the discontinuous change in the continuum
covariance dynamics.

Motivated by the numerical results in Chs. [3] and [ Ch. 5] performs an error analysis of
full-rank covariance propagation in order to identify the explicit sources of inaccurate variance
propagation. Although the original intent of Ch. [5| was to derive a correction to full-rank propaga-

tion, the results in Ch. [5| provide important insights into variance propagation and clearly explain
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the behavior observed in Chs. [8land [4 The development of a correction, motivated by the results
of Ch. [f] is discussed in Ch. [f] Though Chs. [5] and [6] suggest that correcting full-rank covariance
propagation may be quite challenging, the findings in Ch. |5| provide a new and important perspec-
tive on covariance propagation. These results are particularly relevant to the data assimilation
applications that include advective dynamics, such chemical tracer transport models, for example.

Chapters [2-[6] demonstrate that standard methods of variance propagation, namely that
associated with Eq. , are inherently inaccurate. This motivates the investigation into an al-
ternative approach to covariance propagation that bypasses Eq. entirely. Chapters |7| and
[ present an alternative method of covariance propagation that can directly address inaccurate
variance propagation. Termed “local covariance evolution” (LCE), this method is different from
current approaches in that it is derived from the continuum covariance dynamics and evolves the
variance directly. The preliminary results presented in Ch. [9] demonstrate that LCE can accurately
reconstruct correlations in regions where full-rank covariance propagation behaves poorly. In ad-
dition, LCE is computationally efficient and therefore tractable in data assimilation applications.
To implement LCE requires parametric correlation functions that allow for variable parameters,
therefore Ch. [§]introduces a new correlation function to then use for reconstructing correlations in
Ch. [

In its totality, my thesis provides a new perspective on covariance propagation, which is a
mathematically significant problem that is highly relevant to data assimilation. My thesis shows
that the spurious loss of variance often observed during covariance propagation in advective systems
is more than just loss of variance. Rather, the underlying problem is inaccurate variance propaga-
tion, caused by the discontinuous behavior of the continuum dynamics coupled with the structure
of discrete covariance propagation. To uncover the root of this problem requires returning to
the underlying mathematics that govern both the continuum and discrete covariance propagation.
From this perspective, my thesis provides new insights that help us better understand covariance

propagation for data assimilation applications.
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10.2 Main Contributions

Issues with variance propagation associated with standard methods of discrete covariance
propagation are investigated in this thesis. In data assimilation practice, this problem arises as
spurious loss of variance and is often interpreted and addressed in discrete terms. My thesis
demonstrates the importance of returning to the continuum formulation of covariance propagation,
in particular to understand the propagation of covariance matrices in space and time. My thesis
shows that the spurious loss of variance associated with covariance propagation in advective sys-
tems is not simply caused by reduced-rank representations or the numerical method. Rather, the
fundamental cause of this loss of variance is rooted within the continuum dynamics itself. With-
out returning to the continuum formulation of covariance propagation, the source of the observed
spurious loss of variance in advective systems cannot be properly identified.

Below is a summary of the original contributions and new perspectives that address inaccurate

variance propagation in advective systems:

e Chapter [ identifies the discontinuous change in the continuum covariance dynamics along
the o1, xa-hyperplane in the limit as correlation lengths tend to zero. This result is math-

ematically novel and highly relevant to geophysical data assimilation applications.

e Through a series of numerical experiments, Chs. 3| and [4] shows that inaccurate variance
propagation is a considerable problem during full-rank covariance propagation in discrete
space. The inaccurate variances are due to the tendency of discrete, full-rank covariance

propagation to approximate the incorrect continuum dynamics.

e The error analysis in Ch. [5| explicitly demonstrates that inaccurate variance propagation
observed during full-rank covariance propagation is not caused by numerical dissipation
or the particular numerical method employed, but is due to the nature of the continuum

covariance dynamics and structure of covariance propagation itself.

e Chapters|[7] and [J] propose and implement an alternative method of covariance propagation
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in one space dimension. This method is derived directly from the continuum covariance
dynamics in an effort to mitigate inaccurate variance propagation and is computationally
tractable when scaled to high-dimensional geophysical systems. Preliminary results sug-
gest this method can eliminate the major problems associated with full-rank covariance

propagation.

e Also, Ch. [§] introduces a new compactly-supported correlation function that generalizes
the Gaspari-Cohn correlation function. This function is used in Ch. [J for the alternative
method of covariance propagation, and can be useful in other data assimilation applications,

such as for covariance modeling and localization.

Covariance information plays a critical role in data assimilation schemes. My work uncovers the
source of inaccurate variance propagation for advective systems, with the hope of providing a

framework to develop tractable solutions for data assimilation applications.

10.3 Future Work

This thesis lays the groundwork for several different research directions that address inaccu-
rate variance propagation in data assimilation schemes. Additional research directions that stem
from this thesis are described below.

Continuum Covariance Propagation for Stochastic v and Systems of Hyperbolic
PDEs The analysis presented in Ch. [2| considers a PDE for a single state variable ¢ and a
background velocity field v that is deterministic. There are two immediate directions in which this
work can be extended. The first is to consider the case where v is stochastic. This will introduce two
new covariance quantities: an auto-covariance for the velocity v and cross-covariance between the
state ¢ and velocity v. One can perform an analysis of these PDEs for this case in a similar manner
to that done in Ch. [2|in order to uncover the continuum covariance dynamics. Since stochastic v
is often the case in physical applications, this analysis can provide further insights into behaviors

observed in data assimilation applications that implement advective dynamics.
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The second direction to consider is covariance propagation for systems of hyperbolic PDEs.
Several questions arise in this case: what are the continuum covariance dynamics? What are the
characteristic surfaces? What additional behaviors arise in the covariance dynamics that are not
present in the single state variable case? There is a vast amount of analytical work that can be
done here that builds upon the work established in Ch. [2| To begin, one can consider states that
satisfy the standard wave equation on a periodic domain. Like the generalized advection equation,
the wave equation is a hyperbolic PDE, and due to the two time derivatives, the wave equation
can be rewritten as a system of two PDEs with one time derivative in each equation. Analysis
of the covariance dynamics in this case is likely a tractable first step to understanding covariance
propagation for systems of equations. On its own, analysis of the covariance dynamics associated
with the wave equation is an important component of understanding covariance propagation for
hyperbolic PDEs.

Continued Error Analysis of Full-Rank Covariance Propagation The error analysis
of the full-rank covariance propagation in Ch. [5| considers two spatial discretization schemes, a first-
order upwind spatial discretization and a second-order centered difference spatial discretization.
Though both spatial discretizations approximate the incorrect continuum dynamics as correlation
lengths become small, it is possible that there are other numerical schemes that are able to approxi-
mate the correct continuum dynamics along the covariance diagonal. Attempting to construct such
schemes and performing error analysis for other numerical schemes is worth pursuing, particularly
for schemes that are tractable in high-dimensional contexts. This additional error analysis has
the potential to uncover numerical schemes that are better suited for covariance propagation or to
further demonstrate that covariance propagation is unable to accurately propagate the variance in
advective systems.

Two projects stem from the work presented in Ch. The first is to investigate whether
an alternative numerical scheme can be used for full-rank covariance propagation that can accu-
rately propagate the variance when correlation lengths become small. Before determining such a

scheme, one would first need to derive the conditions in which the correlation length L is bounded
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from below. This information will be necessary to understand whether a numerical method can
be developed that can “sense” when correlation lengths become small and adapt accordingly. Nu-
merical methods to consider are multi-grid methods, for example, which can adapt in their spatial
resolution and can yield sparse matrices.

The second project is to perform a convergence analysis on the approximated continuum
diagonal dynamics derived in Ch.[5| This convergence analysis can help determine whether standard
spatial discretizations for Eq. , under appropriate conditions on Az, L, and velocity v, will
converge to the correct continuum diagonal dynamics. The lower bound analysis for the correlation
length L, as discussed above, will be useful here. Since the approximated dynamics presented in
Ch. 5| depend on powers of the ratio Ax/L, careful analysis will be needed when considering the
limiting cases for this ratio. This project will help to further our understanding of the inaccurate
variance propagation caused by Eq. and whether it can be mitigated.

Generalized Gaspari-Cohn in Two and Three Space Dimensions As mentioned at
the end of Ch. |8, the Generalized Gaspari-Cohn (GenGC) correlation function is locally isotropic,
meaning that in two and three space dimensions, GenGC has a single, scalar correlation length
that is independent of direction and the dimension of the space. This is due to GenGC (and its
predecessors in (Gaspari and Cohn (1999) and |Gaspari et al. (2006)) depending on the normed
distance between grid points, enforcing radial symmetry that results in correlations being locally
isotropic in more than one space dimension. The GenGC correlation function derived in Ch. [§| may
be sufficient in certain applications. However, a fully anisotropic and inhomogeneous version in
two and three space dimensions may also be needed. This generalization is particularly relevant
for implementing local covariance evolution in two and three dimensions, in which the evolved
correlation length fields will depend on direction and the dimension of the space.

To derive a fully generalized Gaspari-Cohn-like function for two and three space dimensions
is likely more involved than the generalization presented in Ch. [§] The theory of Ch. which
builds scalar covariance functions from matrix covariance functions, holds for both two and three

space dimension. The construction of the scalar covariance functions in Ch. needs to be
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modified so that the correlation length scales can depend on the dimension of the space. One
first step would be to choose a different collection of functions for the convolutions in Eq. ,
for example, by altering the radial symmetry assumption on hi. By generalizing the framework
presented in Ch. this project can result in the derivation of several different fully anisotropic
correlation functions for two and three space dimensions, including new versions of the Gaspari-
Cohn and FOAR correlation functions.

Further Development of LCE For Evolving Covariances The local covariance evo-
lution (LCE)-approximated correlations presented in Ch. |§| are preliminary results. Further exper-
imentation is necessary to fully test the ability of LCE to approximate correlations governed by
the advection equation in one space dimension. This includes testing different initial conditions
and implementing LCE for other parametric correlation functions that are relevant to the data
assimilation community. In addition, more can be explored regarding the parameter a used to
reconstruct correlations with the GenGC correlation function. For example, further analysis and
experiments can be done to determine whether holding a constant is a sufficient assumption, or if
one can derive equations that evolve a over space and time. It is possible, however, that developing
LCE for 2D may provide better insights into developing LCE for a spatially dependent a.

For LCE to be applied in geophysical data assimilation applications, it is necessary to extend
the LCE methodology to two and three space dimensions. Moving from 1D to 2D is non-trivial:
correlation length fields require careful definition in 2D, and it is possible that, unlike the 1D
case, variance and correlation length information may not be sufficient to capture covariances in
2D. Michel et al.| (2016), for example, may be a useful starting point to define correlation length
fields in two and three space dimensions. In addition, LCE in 2D (and in 3D) requires a careful
choice of parametric correlation functions that allow for correlation length fields that depend on
direction. One approach would be to assume that the parametric correlation function is separable
in the latitudinal and longitudinal components: in 2D, for example, we can construct a correlation
function in two space dimensions the product of two GenGC correlation functions, each in one

space dimension. If this assumption is not sufficient, derivation of a fully anisotropic, non-separable
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GenGC correlation function may be necessary.

LCE in 2D can then be tested for the advection equation on an isentropic surface of Earth’s
atmosphere using background wind fields from a numerical weather model or reanalysis data set.
These experiments can then establish a LCE methodology that can be adapted for chemical tracer
transport data assimilation applications, for instance. With the theory developed for 2D, the
extension to 3D may be more readily achieved. Once LCE for 2D and 3D is complete for advective
dynamics, the next step is to consider other geophysical systems, for example the advection-diffusion
equation.

A New Data Assimilation Filter Built Upon Local Covariance Evolution Lo-
cal covariance evolution (LCE) establishes the mathematical foundation for a new, transformative
approach to data assimilation by replacing full-rank covariance propagation and its low-rank ap-
proximation in the data assimilation cycle. To fully incorporate LCE in data assimilation, however,
requires an associated measurement-update step, in which the evolved continuum quantities, such
as the variance and correlation length, are updated. Current measurement updates are built to
update the covariance matrix. Therefore, a new measurement update step is needed in order to
update the quantities evolved from LCE. This problem will be formulated in the continuum, defin-
ing the appropriate functional spaces and necessary closure assumptions to derive the measurement

update for a general class of observation operators.

10.4 Final Remark

Covariance propagation, namely the evolution of the covariance according to partial differen-
tial equations, is overlooked in both the mathematics and data assimilation communities. There is a
gap in the theory of covariance propagation, particularly for the case where there is a discontinuity
along the covariance diagonal. In an effort to address this gap, my thesis opens the door to a new
area of mathematics where covariance propagation can be formally investigated.

There is also a gap in knowledge regarding covariance propagation in the data assimilation

community that serves as the motivating application for this work. The fundamental, mathematical
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nature of this thesis provides a new perspective on covariance propagation for the data assimilation
community, bringing to light important issues that have gone mostly unnoticed. The results of this
work are immediately impactful in chemical tracer data assimilation, whose dynamical models are
governed by the advective dynamics considered here. By providing a new perspective on covariance
propagation for data assimilation, this work can help to improve uncertainty quantification, which
can ultimately help increase forecasting accuracy. This work, therefore, sets the stage to have a

lasting impact in mathematics, data assimilation, and the broader community.
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Appendix A

Supplement to Chapter 2

This appendix contains additional discussion of the continuous spectrum solution presented
in Ch. [2. Appendix is published in |Gilpin et al.| (2022)). Appendix provides an alternative,

direct approach, to deriving the continuous spectrum solution in Ch. [2]

Al Proofs of Solutions with Dirac Delta Initial Conditions

We begin by verifying that P(x1,x2,t) = d*(x1,t)6(x1, 22), where d? satisfies Eq. (2.22)), is

the solution to the covariance evolution equation Eq. (1.6]) for Py(x1, x2) = 0(x1, x2).

Proof. The function P(x1,x2,t) = d?(x1,t)d(x1, T2) is a weak (distribution) solution of Eq. (1.6))
with Po(:l?l, :]32) = (5(.’131, .’132) if

(L*¢,P) =0 (A1)

for all test functions ¢ € C1(2 x Q x [tg, T]) with period ¢t = T, where £* is the adjoint differential
operator

E* = —8t — V1 -Vl —V2 'Vg +b1 + b2 — Vl V1 —VQ-UQ (AQ)
corresponding to the differential operator
L =0 +v1-V1+vy Vo +by + by (A.3)

of Eq. (1.6). Here we denote (-,-) as the inner product over L*(Q2 x Q x [tg,T]) and we will

denote (-,-)’ as the inner product over L?(Q x [tg, T]). Substituting P = d?(x1,t)d(x1, z2) into the
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expression for (L*¢, P), applying the Dirac delta, and expanding the result yields

(L*¢, P) = (—u(x1,@1,t) — V1 - (vid(m1, T1, 1)) + (201 — Vi-v1)p(@1, T1, 1), d*(21,1)),  (A4)

where we note that Vg 03 |z,—¢, = V1-v1 and
Vig(xy, x1,t) = Vig(x1, X2, 1) |mo=z, + V2d(T1, X2, 1)|zy=a,. Using integration by parts to move

derivatives off of the test function ¢ onto d? in Eq. (A.4) gives us
(L*p, P) = (¢(x1, 1,t),d? +v1 -V d? + (201 — Vy-v1)d?) =0, (A.5)

since d? satisfies Eq. (2.22). Thus, P(xy1, z2,t) = d?(x1,t)6(x1, x2) is a weak solution to Eq. (1.6)).

O

To show that P = P¢(a1,t)d(x1, x2) is the solution to for Py = P§(x1)d(x1, x2) follows
an identical proof as given above, where we take
1 .
bi — ivi"vi, 1= 1,2 (Aﬁ)

(@1, t) = PX(x1,t), (A7)
where P° satisfies Eq. 1'

A.2 Direct Approach to Deriving the Continuous Spectrum Equation

There are several ways to derive the continuous spectrum solution, Eq. and its associated
covariance operator Pj. This section presents an alternative approach to the previous derivation
that is a direct approach to deriving the continuous spectrum solution and operator Py.

We begin with the operator U; and its adjoint U;. From Eq. , we can express the

kernel of the operator Uy, namely u(x,t;€), as follows,
u(@, t;€) = 6(s(w, 1), &)r' /2 (x, 1). (A.8)

Here, s(x,t) represents the inverse of the solution to the characteristic equation, Eq. (1.7), where

x(tyg) = s(x,t) (following the notation of |[Shearer and Levy, 2015, Ch. 3). In addition, we have
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defined the function

t
T(m’ t) — e— ftO V"l)($(7'78),7')d7" (A,g)

which follows directly by rewriting Eq. (2.17)) into its corresponding ODE along the characteristics.
By defining the kernel u as in Eq. (A.8), we can derive an explicit expression for the adjoint

operator UF. We compute the adjoint over L?(Q) for f,g € L*(Q) and Q = S?,

(. Usf)2 = /Q /Q o(@) f(€)u(,t; €) dE dx
- / / o) F(€)8(s(, 1), €)Y/ (. 1) dE d
QJQ
- /Q o) f (s, 1))V (. 1) da

- /Q /Q o) F(E)r 2 (. 0)5(s™ (€.8), ) d dE = UL g, f)a.

The derivation of the adjoint operator U} makes use of the change of variables £ = s(x,t). For this
change of variables we have that d€ = r(x,t)dx and & = s~!(&,t), where in particular, the solution
r of Eq. (A.9) is the determinant of the Jacobian of the coordinate transformation (Coddington

and Levinson, (1955, Ch. 1). Therefore, we can define the adjoint operator for f € L?(£2)

UiD(E) = [ (& tiw)s(e) da (A.10)

with the kernel

u* (€t ) r V2 (m,0)8(sTHE b), ). (A.11)

We can now compute an explicit expression for Pj. For this computation, we will use the

polar decomposition of M;. Recall that the operator D; is a self-adjoint multiplication operator



153
defined in Eq. , which we will apply first, then proceed as follows:
(Pif) (1) = (DUPUD, f)(x1)
= [ @) [ [ |at@nststenn.e0r @ oriesE &)
r V2 (29, 1)5(s (€, 1), @2, )d(2, 1) dE, d@} dxs

= / Flaa)d(my, t)d(@e, )% (21, )r % (xs, 1) /
Q

Q

[P5<s<w1,t>>6<s<m1,t>,52>
. (5(371(52,t), x2) d£2:| dxzo
:/Qf(l'z)d(ﬂh,t)d(wz,t)rl/Q(wl,t)r_l/Q(:vg,t)Pg(s(acl,t))é(a;l,azz)d;pQ

= f(@1)d*(x1, )P (s(1,1))

Thus, the continuous spectrum operator Py is a multiplication operator whose multiplying function
Pé(z,t) = d?(x1,t) P§(s(x1,t)) satisfying the continuous spectrum equation, Eq. (1.9). This implies
that for initial covariances of the form Py(x1, x2) = P5(2x1)d(x1, x2,), the corresponding covariance

operator Py is the continuous spectrum operator, and the Dirac delta is preserved for all time.



Appendix B

Exact Solutions to One-Dimensional Equations

This appendix includes the exact solutions to the various one-dimensional equations used to

generate the numerical results in Chs. @ and @ Appendix is published in |Gilpin et al.[ (2022).

B.1 Solution to the One-Dimensional Continuity Equation

We begin by solving the one-dimensional version of Eq. (1.4)) for b = v, used in the numerical

experiments,

g +vg. +1'g=0, x ES%,
Q(‘T7t0) = q0(x)7 (Bl)

v = sin(x) + 2.

To solve Eq. (B.1]), we start by rewriting the equation in terms of the Lagrangian/total

derivative
D
;= O + v0,. (B.2)
By doing so, Eq. (B.1]) becomes the ODE,
Dq(x(t),t)
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Associated with Eq. (B.3]) are the Lagrangian trajectories, or characteristic equations, that deter-

mine how the spatial variable x evolves over time,

dx(t)
0 — o),
x(to) = s. (B.4)

Here, we take s as a general initial parameter and define our solutions to Eq. (B.4) as z(t;s),
following the notation of (Shearer and Levy, 2015, Ch. 3) and discussion in Ch.

Since the state equation is reduced to an ODE in Eq. (B.3|), solutions are of the form
t /
a(,t) = qola(to))elo . (B.5)

We can solve the integral in the exponential of Eq. (B.5]) using a simple u—substitution of u = x(t)

along with Eq. (B.4)),
i (Y ) v(s)
/to —v'(z(7))dT = /s o) du =In (U($(t))> . (B.6)

To rewrite Eq. in terms of (z,t), we first solve for x(¢;s) using the characteristic

equation Eq. (B.4)), then invert to determine s = s(x,t), which can be done since the velocity field

v is continuously differentiable (Shearer and Levy}, 2015, Ch. 3). Therefore, substituting Eq.

and z(tp) = s(x,t) into Eq. (B.5)), we have the explicit solution to Eq. (B.1]),

(o) = mis(a.0) (AT L2 ®.7)

s(x,t) = 2tan™? (éﬁ tan (tanl <2tan(\x//§2) * 1) — \/2§t> - ;) . (B.8)

The function tan™! refers to the principle branch of inverse tangent, where y = tan~!(z), = €

R, y € (—x/2,7/2), defined by solving = = tan(y) (Zwillinger, |1996, Sec. 6.3.3). Figure plots
Eq. for two different initial conditions, along with solving Eq. using Lax-Wendroff and
Crank-Nicolson schemes on a uniform grid of 200 grid points and unit Courant-Friedrichs-Lewy
number.

The amplitude index m of Eq. on Si with velocity field Eq. can be expressed

explicitly using Eq. taking one as the initial condition. The exact solution d of Eq. (2.16) on
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State (g(x, t)) Time Series, T = 3.979
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Figure B.1: Solutions to Eq. for go(z) = 1 (top row) and go(z) = sin(3z)/3 + 1 (bottom
row) at four different times. The exact solution (black dashed) is shown along with finite-difference
solutions using Crank-Nicolson (blue) and Lax-Wendroff (orange). The finite difference solutions
are nearly indistinguishable from the exact solution.
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Si for b = v,, as in the numerical experiments, can also be computed explicitly from Eq. (B.7) (as

d? in this case satisfies Eq. with unit initial condition).

B.2 Exact Solutions to Additional One-Dimensional Equations

Figures illustrates use of exact solutions to Egs. (5.30), (6.9), and (6.10). This

appendix details how to compute the exact solutions to these equations and gives explicit formulas.
For this appendix, we will consider the following PDE for the state p = p(x,t) on the unit

circle,

Dt + VP + avgp = 0,
p(z,to) = po(z), (B.9)

v(x) = sin(z) + 2,

where a € R is a scalar that does not depend on space or time. We include the scalar « so that

solutions to Eq. can represent the different equations observed in this thesis; for a = —1,

Eq. represent correlation length equation, Eq. (5.30)), for example. Solutions to Eq.

can be computed explicitly for v(z) = sin(z) + 2, though solutions to the PDE in this case can
be derived for a general, time-independent velocity field v(x). We will use the general velocity
field v(z) to derive the solutions to Eq. (B.9)), with explicit solutions using v(z) = sin(z) + 2 when
necessary.

To solve Eq. , we first transform the equation using the following change of variables,
p(z,t) = g(z,t)". (B.10)
By the chain rule, the partial derivatives of with respect to time and space satisfy
Y2 g (z, t). (B.11)

pt(xat) :ag(xat)ailgt(x)t% pﬁ(‘rvt) :ag(xat

Inserting Eqgs. (B.10) — (B.11) into Eq. (B.9), then dividing by ag(z,t)*!, we have that g = g(z,)
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satisfies the continuity equation,

gt + Gz +vz9 =0,

g(z,to) = go(x) = p(l)/a(x,t),. (B.12)

Calculating the explicit solution to Eq. (B.12) is given in the previous section, where following its

notation we have

9(@,8) = go(s(, £) (((“”) , (B.13)

v(z)
where s(z,t) are the inverted solutions to the characteristic equation, Eq. (B.4)), given an initial

parameter s. We can then recover p, where

plat) = (st (L) (B.14)

v(x)

This approach is used to compute the correlation lengths in Fig. [5.1| (where o = —1) and for P} in
Fig. where for b = v, the solution Pfr satisfies Eq. with o = 3.

In Fig. [6.1] P» is the exact solution the following equation,

(PQ)t + U(Pz)x + 4v, Py + vgmxag + 21)3“02 =0,
Py(z,t9) = (P2)o(), (B.15)

v(x,t) = sin(z) + 2.

Equation (B.15) is an inhomogeneous PDE that can be solved using Duhamel’s principle (e.g.,
Appen. A |Cohnl, 1993} Shearer and Levyl 2015 Sec. 5.5). To do so, we first rewrite Eq. (B.15) as

its corresponding ODE along the characteristics,

DP,

T = —4u, Py — vmxaz — QUMUZ, (B.16)

where the Lagrangian (total) derivative is defined in Eq. (B.2). To solve Eq. (B.16)), we define the

integrating factor

O(t,7;5) = e:cp{—él/:v(x(y;s))dy} - (my (B.17)
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where s is the initial parameter defining the characteristic equation, Eq. . The second equality
comes from evaluating the integral itself using the methodology presented in Sec.

By multiplying both sides of Eq. by the integrating factor ®(¢,7;s) and integrating in
7 from the initial time ¢y to t, we have the following,

Py(z,t) = D(t, to; s)(P2)o(s(x,t)) + /t <<I>(t,7';s)

to

where the spatial derivatives of the velocity v are replaced with primes ’ since the velocity only
depends on space. The first term in Eq. is the homogeneous solution to Eq. , while the
integral in Eq. is the inhomogeneity that produces the particular solution. This integral can
be solved analytically since the explicit solution to the variance equation can be evaluated using

Eqgs. and (B.12) where p = 02 and « = 2. Through careful factoring and observing that

dsuls(n,)
de — wv(z) (B.19)

the integral in Eq. (B.18) can be evaluated an explicit solution for P, governed by Eq. (B.15))

becomes

4
Po(a 1) = (Py)o(s(a, 1)) (““”) (B.20)

v(x
2u(s(x,t))?

+ @)t (cos2(s(:1c, t)) — cos(s(,t)) cos(z) — 2sin(s(z,t)) + sin(z)) .

The explicit formulation of s(z,t) is given in Eq. (B.8§]).



Appendix C

Supplement to Chapter 5

In this appendix, we provide further discussion of the Taylor series expansions and their
error terms to supplement what is described in the body of the text. There are three sections to
this appendix. Appendix provides additional details on the error analysis conducted in Ch.
including more detailed derivations and formulations of the error terms. Appendix [C.2] performs
the error analysis for the state equation in advection form, in contrast to Ch. The analysis of
covariance propagation in advection form is referenced in both Ch. and [6.2l We conclude with
Appen. [C.3] which performs an error analysis for the state dynamics considered in Ch. [ in their

conservative form, Eq. (4.2).

C.1 Taylor Series Expansions

First, we define the error terms common to both the upwind and centered difference scheme

that appear in Eqs. (5.15) and (5.19)). For general spatial variable x, these are

JE(x,t) = <A2$>2 P(z,z,t) [vm(x,t) + %vmx(x,t) + ifvxxxz(:c,t)] , (C.1)
K(2,t) = <A2$)4 [1121;(:5,0194(:3,@ + ;vm(:z:,t)Pg(:v,t)] . (C.2)

Here, P, is defined by Eq. for n = 4, which contains a linear combination of fourth derivatives

of the covariance across its diagonal.
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C.1.1 Upwind, Continuously Differentiable Across x; = 3

To arrive at the approximated dynamics given in Eq. requires expanding its precursor in
Eq. about z;. Recall that we assume the velocity field is four times continuously differentiable
in its spatial argument and the covariance is four times continuously differentiable in both spatial
arguments.

For example, the first line of Eq. represents a first-order upwind approximation of the

first derivative,

1
g | 2012 P (@i /2 @i 0, 1) — 20(2, 1) P (i, 4, t)
Az Ax?
= (Up)x‘xlzzzzxi + T(,U )zm‘zlzmgzmi B ﬂ(v )rzm‘zlzxgzri + O(Al‘3),
(C.3)

where the first term is kept in the approximated dynamics while the last two terms are the resulting

error terms. When expanding all terms involving the velocity v and the covariance about the grid

point z; (including ﬁj’ (zi—1/2,t)) in Eq. |’ we arrive at Eq. 1} In Eq. 1' we define

Gy(x;,t) as the error terms that involve only derivatives of the covariance along the diagonal,

Ax Ax? Ax
Gu(xi’t) = T(UP)JCI‘.Il::EQ:l?i - I(vp)mxx‘;m:argzmi + T(pr>z‘;t1::v2:aci

Ax? Az?
- ? (Uzp)xa: ’11:2:22%- + E (pr)mw‘m:mz:ri

+ Ju($¢,t). (04)
Here, J,(z;,t) is the expansion of <=.J~ (7;_1/2,t) about x; and is O(Ax). Since we assume the
both the covariance and velocity are four times continuously differentiable, G, (z;,t) is bounded

and tends to zero in the limit as Az tends to zero for fixed, nonzero correlation length L.

Expanding the terms involving P (x;_1/2,t) about x; in Eq. (5.17) yield important terms to

consider,
Ax Azx Ax?
Tv(xi—l/Qat)P2($i—1/21t) = Tv(xht)PQ(xivt) e (UP2)I‘$:$Z, (C.5)
Ax? Ax? Ag?
——Va(Ti—12, ) Pa(@i_1/2, 1) = ———va(xi, 1) Pa(i, t) + W(Uxfb) s (C.6)

8
In Eq. (5.18), we keep both terms in Eq. (C.5) and only the first term in Eq. (C.6). We then

define the error term H,(x;,t) as the second term in Eq. (C.6|) plus the expansion of the error term
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ﬁK(l’i_l/g, t) about z;, which we will define as K, (x;,t)

Az

(0P|, + Kulwist). (C.7)

Here, K, (z;,t) remains O(Axz?). Thus, H, contains all error terms that involve derivatives of the
covariance across its diagonal.
Since we assume the covariance is four times continuously differentiable in both spatial ar-

guments, we can redefine P» in terms of the correlation length according to Egs. ) and (|5.25) -,

P(x,z,t)

PQ(l',t) = P(.’E,Cﬂ,t) 10g(P)xx’:1:1:x2:x — m

(C.8)

In doing so, the error terms Gy, (z;,t) and H,(z;,t) can be redefined to include new terms accumu-

lated by expanding P in this way. When doing so, we have the following,

~ Ax? Ax?
Gu(zit) = Gulai, t) — = vz (i, t) P2y, 24, ) log (P)m‘m:m:mi - [vPlog (P)m]m‘zl:m:zi,
Az

+ — 16 [vxPlog( ) ]33’331:-’52:551‘ (C.9)
~ Az? Az?
Hy(z;,t) = —mv(%,tﬂ?(l’iﬁwﬁ log (L), |,_, — m%(%i)ﬂ(%;%i)

Az3
+ 78[}(%7t)vx(azi,t)P(aci,xi,t) log(L)sl,_, + Kulwi,t). (C.10)

Now, Gy (x;,t) contains terms evaluated on the diagonal, while H,(z;,t) contains all terms involving
the correlation length L and derivatives across the diagonal. Under the differentiability assump-
tions, Gy (x;,t) is bounded and tends to zero as Az tends to zero for fixed, nonzero correlation
length L. The term I:[u(xi, t), however, can become large as correlation lengths L become small for

fixed Azx.

C.1.2 Centered Difference, Continuously Differentiable Across z; = x»

Section derives the centered difference semi-discretization for the diagonal of the covari-
ance. When expanding the pairs of terms that average across the covariance diagonal, one about

Ti_1/2, Ti—1/2 and the other about x;,1/2, ®;;1/2, as well as the corresponding velocities about
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x;i_1/2 and x;1 /9, we have the following,

d 1
£P($i7wi7t) = Az [0(2i_1/2, ) P(@i51 /2, Ti1 /2, ) — V(@i /2, 6) P (i1 /2, Tim1 /2, 1)
1

3 [V (2512, 1) P(@51 /2, Ti—1/2, t) + V2 (@11 /2, 1) P(Ti41 /2, Tigr /2, 1)

— [2b(s, ) — 20 (2, )] P(2i, 34, 1)

Ax
+ ? |:U(CL'1'1/2, t)PQ((IIi,l/Q, t) — ’U(.Ti+1/2, t)P2($i+1/27 t):| (Cll)

Az
16

+ 22:6{ [J_(xz‘—l/z,t) - J+(~Ti+1/2,t)] + [K(wi_l/g,t) - K(:L‘i+1/2,t)] }, (C.12)

[%(%’1/2, ) Po(wi_1/2,t) + va(2ig1/2, 1) P2 (412, t)}

with J* and K defined in Eqgs. (C.1)) and (C.2).
There is a pattern for reducing Eq. (C.11): odd-order terms in Az are centered difference

approximation of derivatives at xz;, while even-order terms in Az are average approximations at of
those quantities x;. For example, the first-order terms in Az (the fourth group of terms on the

right-hand side) in Eq. (C.11]) produce centered difference approximations of two derivatives,

Az
? wa(l'i—l/Z; t)P(xi—1/2; Li—1/2, t) - Uz:v(aJiH/Q, t)P(xi_H/Q’ Tiy1/2, t)
F0(@io1)2, O Po(Tio1/2,8) = 0(Tig1/2, ) Po(Tiga 2, 1) (C.13)
Az? Ax2
= —T(’szp)x‘zl::m:xi - 3 (Upz)x’:vzxi + O(Axél)

By approximating first derivatives, the odd-order terms in Ax increase in order by one and become
even-order error terms of the next degree.
The even-order terms in Az are average approximations of terms about x; and remain at

that even order. For example, consider the second-order terms in Ax,

Az?
BT Ve (Ti1/2, ) P2(Ti—1/25 1) + Vo (Tip1/2, 1) Pa(Tiq1 /25 1)
1 1
+ g“zm(%—1/2at)P($i—1/2, s Tim1/2,t) + gvx;rx(xi-i—l/Qat)P(xi-i-l/%a$i+1/27t)
Az? Az?
=3 Vg (x4, t) Pa(z4,t) — ﬂvxm(xi,t)P(mi,xi,t) + O(AzY). (C.14)
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These average terms remain at their original order. By collapsing each line in Eq. , we recover
only even-order error terms and subsequently the approximated dynamics in Eq. .

Like the upwind case, we can collect quantities we do not include in Eq. in the term
G.(x;,t), and perform a similar analysis as discussed in the latter half of Appen. . We
define G¢(x;,t) as the error terms involving the derivatives of the covariance along its diagonal and

H.(z;,t) as the error terms involving derivatives across the covariance diagonal,

Az? Az?
Ge(wi,t) = — ﬂ(vp)ﬁmx}m:m:xi - T(U:cp)x:c‘m:m:xi + Je(zis t) (C.15)
H.(z,t) = Ko(x,t). (C.16)

The term J.(z;,t) is the expansion of ﬁ [J~ (Ti—1/2,1) — J‘*‘(miﬂ/g,tﬂ about z; and is O(Az?).
Here, H.(x;,t) is only defined by K.(x;,t), which is the expansion of ﬁ [K(mi_l/g, t) — K(zit1/2, t)}
about x; and is O(Az?).

When we rewrite P» in terms of the correlation length, we obtain I-Nlc(xi, t) that contains terms
involving the correlation length. To see this, we follow the same procedure as done in Appen.

by expanding P», and we obtain the following new error terms,

~ Ax?
Ge(zi,t) = Ge(wi,t) — Tvx(mi,t)P(azi, x;, t) log(P)m‘m:xz:x_
Ax?
- [UP log(P)m]x‘m:m:mi (C.17)
He(zi,t) = Aiﬁ(wf)P(- ) log(L)y| .+ Ke(xi,t) (C.18)
c\Ti, ) = 4L2(.Q?Z',t)v Ty, T, T, U) 10g( L)z = c\Ziy ). .

in Eq. ((5.20).

. o . . 2
The new term in H,. is a consequence of expanding —AT“(UPQ)S,;!m:x,

C.1.3 Discontinuous Across r; = x9

The Taylor expansions become a bit more complicated when the covariance is no longer

continuously differentiable across x1; = x2, but the results are quite similar. We introduce a new
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term
3
K*(z,t) = <A2:E> [vm(at)Pf‘(z,t) + ;v(x,t)P;(x,t)}
4
+ <A2x> [i évxm(aj,t)Pfr(a:,t) + %vw(a:,t)P;(a:,t) (C.19)

1 1
+ ng(aj,t)Pg"(x,t) + mv(w,t)Pj(w,t)].

In the case that the covariance is four times continuously differentiable across its diagonal, then
K#* becomes K exactly as Pfr and P3+ become zero.

Partial derivatives of the covariance need to be taken from the left and the right as necessary,
but can be simplified using the symmetry property in Eq. to only include derivatives from
the right. For example, if we expand P(x;_1,%;,t) about z;_;/9,%;_1/ We can rewrite partial

derivatives from the left in terms of partial derivatives from the right,

Az _
P(zi—1,7i,t) = P(xi_1/2,Ti—1/2, 1) + 9 <P;; (Ti—1/2: Ti—12,t) — P, (%1/27371'1/27t)>
=—P; (2;_12,t)=P; (2;_1/2,t)
1 /Ax\? _ _
+ 5 (2) (Pﬂxlﬁ - 2P$t1‘2 + szxg) (xi—1/27 xi—1/27 t) (CQO)

=Py (2;_1/2:t)=P5 (z;,_1/2,t)

Az\? _ __ _
(2> ( — Prigyz, T 3Px1ac1—;2 - 3Px1—a~c_2—;2 + Paj;mx?) ($i_1/2’ Ti-1/2 t)

:*Ps_($i—1/27t):Pf;— (®i_1/2,t)

+ O(Az")

By following this procedure for the quantities in the upwind semi-discretization, Eq. (5.11), we
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arrive at the approximated dynamics given in Eq. (5.37) with the following error terms,

Culwist) = B WP) e S (0P) oy + s 0P sl
P S0P S 0Pl
+ Ju(ws, )

B @t) = A DB (@00) + S 0P oy, = B 0P e, + e (0P Do,
A B el + S 0P sl — B 00BNl + (0, e,
+ Ky(zi,t)

Since P1+ and PS+ are nonzero, G‘u and ]flu contain more terms than their counterparts G, and H,,.
Ju(x;,t) is the expansion of AixJ_(xi,l/z,t) about x; and remains O(Az), while K, (z;,t) is the
expansion of A%Cf('*(xi,l/%t) about z; and is O(Ax3).

The centered difference semi-discretization requires Taylor-expanding four different covari-
ance quantities. Following the procedure shown in Eq. for each of these terms and substi-

tuting these expansions into the centered difference semi-discretization, we have the following,

d 1
ﬁp(%‘,ﬂfi,t) = Ar O(wi_1/2,t) P(Tig1/2, Tigr/2, 1) — U($i+1/27t)P($z’1/2,$i1/2at)]
1
—3 Vg (Ti1/2, ) P(Ti_1/2, Ti_1/2: 1) +Ux(ﬂ«"z‘+1/27t)P(fUi+1/2,fU¢+1/27t)]
1 _
T3 v(xi—1/2,6) Pl (21 /2, 1) — U($i+1/27t)P1+(93i+1/2at):|
Ax
+ 3 v(Ti—1/2,t) Pa(Ti—1/2,t) — v(Tig1/2, ) Pa(Ti41 /25 1)
— 204 (2;_1/2,t) Pl (2-1/2, 1) — va(xiJrl/Zat)PlJr(wi+1/27t):| (C.21)
Ax?
T 16 [ — Uz (Ti—1/2, ) Po (172, 1) — Va(@ig1/2, 1) Po(Tig1 /2, 1)
1 - _ 3
+ 2Aw{ [T (wim1y2,t) = T (2212, 1)] + [K (Ti—1/2,t) — K+($i+1/2,t)} },

with J* and K+ defined in Eqs. (C.1)) and (C.19), respectively.

Reducing Eq. (C.21)) to its approximated continuum dynamics is a bit more involved than

the continuously differentiable case. There are pairs of terms that are average approximations and
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pairs of terms that approximate first derivatives, however, we will retain odd-order error terms due
to the presence of Pfr and P3+ . For example, the zeroth-order terms in Eq. 1) consist of an

average term and derivative term,

1
-3 (02 (-1 /2, ) P51 2, Ti—1/2, 1) + V2 (@412, ) P(2i11 2, Tig1/2,1)]
1
+ 5 ’U(.’Ei_l/g, t)PiF(l’i_l/Q, t) — U(.’Ei+1/2, t)Pf(l‘iJ’_l/Q, t) (022)
Az o 2
= —vz(z, t)P(xy, 23, t) + 7(11P1 )x|z:x + O(Az?)

Therefore, we retain a first-order error term that involves Pfr , which would vanish if the covariance
was continuously differentiable across x; = x2. The same approach used to derive Eq. (C.22)) can
be applied to the other orders in Eq. (C.21)) to recover the approximated dynamics in Eq. (5.38)

with the following error terms,

A Ax? Ax? A

Ge(zi,t) = _ﬂ(vp)xm’m:mz:wi - T(U’”P)m‘m:mz:xi + Je(xi, t)

. Az Agz? Azt .
H.(z;t) = — T (va)er:wi - 1—6(%]31 )m‘x:% — H(%P;r)m‘x:m + Kc(z4,t)

Like the continuously differentiable case, jc(xi, t) is the expansion of the second-to-last term on the
right-hand side of Eq. 1) and Kc(xi, t) the expansion of the last term on the right-hand side of
Eq. (C.21). These error terms are O(Az?) and O(Az?), respectively, with K.(z;,t) being O(Az3)

due to the presence of Pfr .

C.2 Semi-Discretization in Advection Form

The derivation of the approximated dynamics along the diagonal in Sec. is done when the
state equation in flux form, Eq. . In this appendix, we present the results for discretizing the
state in advection form. These results apply, for example, to the advection equation (i.e., b = 0)
where discretizing in advection form is the more natural choice. We assume that the velocity v is
four times continuously differentiable in its spatial argument and the covariance P is four times
continuously differentiable in both spatial arguments. We leave the case where the covariance is

not differentiable across x1 = x9 to the interested reader.
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We begin with the first-order upwind spatial discretization applied to ¢, in one-dimensional

version of Eq. (1.4]). This yields the following semi-discretization of the state,

d V; (t

)= " 10 - 4] - b0att). (C23)

The two differences between the state semi-discretization of the advection form, Eq. , and
the flux form case, Eq. , are that the velocity remains on the grid point z; and that there is
no zeroth-order term involving the spatial derivative of the velocity, v,.

Following the same procedure performed in Sec. but here applied to Eq. , we

arrive at the semi-discretization for the covariance diagonal,

d Ui(t)
—P;i(t) =
dt” *) Az

{[Pvit) + Pia (0] = 2Pa(t) b = 2bi(t) Pyt (C.24)

Like the flux form case, the pair P;_1,(t) + P;;—1(t) averages across the diagonal to approximate
the covariance at the half grid point x;_; /9, z;_ /3. By substituting the Taylor expansions of these
averaging terms about x;_y /9, 7;_1/5 into Eq. (C.24), including the first error term involving P,

and we obtain the following,

d 20(x;, t)
%P(ﬂ%wz"t) = Tx[P(:Ei—l/%xi—l/th) — P(x, i, t)] — 2b(wi, t) P2, 24, 1)

v(zi, t)

A
+ i”(fﬂi, t)Po(wi_1/2,t) +

1 D(xi_1/3,1). (C.25)

Here, D(z;_4 /2,t) contain the additional derivatives of the covariance across the diagonal when
expanding the averaging term and is O(Ax?).

All that remains is to expand terms on the half-grid back to the grid point z;. In this case,
the expansion back to x; only applies to the first and third terms in Eq. . Concluding by

rewriting P in terms of correlation length yields the approximated dynamics along the diagonal,

D ps i t) = —o(as )Py t) |1 — —25 | (s, ) Plas, 0.t
dt T, T, L) = —U\Zy, z\ T, Lq, 8L2(1‘Z’,t) Zi, L, T,y
Az
v(xi, t)P(xi, 24, t) + Ay(xs, t) + By (x, t). (C.26)

4L2 (x4, t)
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The error terms A, and B, are of the form

Au(zi,1) = —%v(mi,t)PM(xi,xi,t) + %v(wi,t)P(mi,azi,t) 10g(Paal, _,. .. (C.27)
Ax3 Ax?
_ ﬂv(xi,t)me(xi,wi,t) — v v(zi, t)[Plog(P)y ]x‘m:m:m
Bu(a,t) = — A75’“’2(-@13(- 1) log(L),|,_, + Dulat) (C.28)
ulTi, V) = A2 (xl’ )U Zi, Ly Ly og Ty l), .

where D, (x;,t) expands the last term on the right-hand side of Eq. about z; and is O(Ax3).

The approximated dynamics resulting from discretizing the state in advection form yields the
same coefficient in front of the spatial derivative v P, that depends on correlation length, and the
zeroth-order dissipative term with coefficient —5%. Equation (|C does not, however, have any
zeroth-order terms involving the spatial derivative of the velocity, v,.

The centered difference semi-discretization of the state in advection form is similar,

G = 2 g1 (6) = gia(8)] ~ (D)t (C:29)

which then yields the following semi-discretization for the covariance diagonal,

%Pi,i(t) = ;lA(tgi { [Pic1i(t) + Piia(t)] — [Pig1a(t) + Pi,iJrl(t)]} — 2b;(t) P, i(t). (C.30)

By expanding both pairs of averaging terms, as done in Sec. [5.3.1] we arrive at the approximated

dynamics for the centered difference scheme,

A p s i, t) = —v(an, ) Plas, a0, 1) |1 — A7”52—%(%)13(- 1)
dt Ljy Ly - U\ T4, Ly L, 8L (x“ ) Zi, Ly L,
+AC($27 )+B (x% )7 (031)
with error terms
Aq? Aq?
Au(zi,t) :—%v(wi,t)me(azi,xi,t)—Tx v(@i t) [Plog(P)as], |, .. (C.32)
B(»t)—_ﬂ(-t)pp L )1og(L).| _ + Delwi,t) (C.33)
c\Ti,l) = LQ(.’L'i,t)’U Zi, Ly Tjy og L Po— c\Ti,l). .

Similar to the flux form case, we define D.(x;,t) as the O(Az*) term that contains derivatives of

the covariance across the diagonal resulting from the expansion of the pair of averaging terms in
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Eq. . Like the upwind case in Eq. , the approximated dynamics derived from states in
advection form contain the same terms as that derived from flux form except for the zeroth-order
terms involving v,.

Though the approximated dynamics derived from flux form and advection form are similar,
they are distinct when the velocity field is divergent, v, # 0. When correlation lengths become
small, the two sets of discretizations will approximate different dynamics. Though these approx-
imated dynamics are different when v, # 0, the similarity in the error terms obtained from both
approaches does suggest that the underlying problem is the same, namely the discontinuous change

in continuum dynamics.

C.3 Semi-Discretization for Ch. 4] State Dynamics

To supplement the results presented in Ch. [4, in this appendix we will derive the approx-
imated continuum dynamics for states governed by Eq. . We begin with the error analysis
for the centered difference spatial discretization, since that is the discretization applied in Ch.
followed by the error analysis for the upwind spatial discretization at the end of this section for
completeness. We will only consider the case where the covariance and velocity are four times
continuously differentiable in their spatial arguments and leave the case where the covariance is not
continuously differentiable across x1 = x5 to the interested reader.

We begin by applying a second-order centered difference spatial discretization to the two

spatial derivative terms the state in Eq. (4.2) to obtain the following semi-discretization,

d 1

a%(t) = 5As [Vi1(t)qi-1(t) — vi(t)qi(t)] + ﬁw(t) [gi-1(t) —q:(¥)], i=1,2,...,N. (C.34)

Following the same procedure outline in Ch.[5.2.2] we can derive the corresponding semi-discretization
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for the covariance,

%Pm(t) = E [0i1(t) Pic1 (1) — viga () Piya 5 ()] + Evi(ﬂ [Pi1,j(t) — Pig1,5(t)]

+ E [vj—1(8)Pij—1(t) — vj1 () Py ja (8)] + ﬁvj(t) [Pj—1(t) — Pija(t)], (C.35)

i,j=1,2,...,N.

Now, let ¢ = j and we have the semi-discretization for the covariance diagonal,

%Pi’j(t) - zgx{vi_l(t) [Pi-1i(t) + Pii—1(8)] = vis1 () [Prara(t) + Pi,i—f—l(t)]}
* élimvi(t){ [Pie1,i(8) + Piima (B)] = [Prsra(t) + P ()] } i=1,2,...,N. (C.36)

To obtain the approximated continuums dynamics along the covariance diagonal requires
expanding the pairs of averaging terms (grouped in square braces) in Eq. about the half-
grid points z;_1 /o and ;5. This analysis mirrors that presented in Ch. for the first group
of terms in curly braces and Appen. for the second group of terms in curly braces. In both
cases, we obtain second-order average approximations for the even-order terms in Az, and centered
difference approximations of first derivatives for the odd-order terms in Az. Rewriting these average
and derivative terms about the grid point z;, we obtain the following approximated continuum

dynamics along the covariance diagonal,

d 1 /Az\?
%P(xi,xi,t) = _(Up)x}m:m::c- —5 (;) (vP2) (i, t) + Gselwist) + Hg (i, ). (C.37)
The error terms are defined as follows,
Az? Ax?
Gs,c(xiat) = - 48 (UP)xxx’xlzuTQ:xi - Kv(xiut)wax(xiuxi)t)
Ax? 1
_ T(UIP)m\m:xQ:xi + 5Jc(a:i,zt) (C.38)
Azt Azt 1 1
Hsc s = - P zxx\Li, ) — 75 IEP zx\Lis 7Kc s 7Dc iy b), .
eit) = 1 0Py 1) — o (0 Po)aemist) + 5 Kol 0) 4 3 Dol 1), (C.39)

where J. and K., are given in Appen. and D, is given in Appen. Here, G c(x;,t) is

O(Ax?) while Hy (x,t) is O(Ax?).
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The final step is to rewrite P, in terms of the correlation length L,

113(- 1) =—(vP) | 1- Aif”?+é (zi,t) + Hy oz, 1) (C.40)
dt Ly, Tiyl) = vy . o =zo=u; ]2 (x“ ) s,e\ T, s,e\Ti, T), .
where
~ x2
Gse(zint) = Gse(wi,t) — 2 [0P1og(P)ual, |, _yy s (C.41)
H, (2 t) = Hyo(zi,t) — A79”2(-@13(- ) log(L).| (C.42)
s,c\Li, V) = Hs c\ Ty, A2 (x“ )7} Ly, Ly Ly 0og T pegy .

For the state dynamics defined by Eq. , the variance, o2, satisfies the continuity equation.
Therefore, for fixed grid length Az and long correlation lengths L, Eq. does approximate
the correct continuum variance dynamics. As the ratio of the grid length to the correlation length
approaches unity, however, the dynamics along the covariance diagonal change completely, either
becoming constant in time when the #ﬁ;’t) is exactly one, or reversing wave propagation when
this ratio is greater than one. The continuous spectrum solution P¢ associated with Eq.
satisfy the advection equation; the approximated dynamics in Eq. will only approximate

the continuous spectrum solution correctly when the initial covariance is the identity matrix (or

scalar multiple of the identity matrix) and the ratio is one, as Eq. (C.40) in this case will

Ax?
8L2 (IEZ ,t)

ensure the covariance diagonal does not evolve over time. In general, however, Eq. will not
approximate the correct continuous spectrum dynamics.

The approximated dynamics defined in Eq. ( and results in Fig. |5.1| provide additional
insights into the covariance diagonals produced by the Crank-Nicholson covariance propagation in

Fig. Panels (a) and (c) of Fig. plot the magnitude of the ratio y at different times

Az?
8L2 (zi,t

for the ¢ = 0.25 and ¢ = 0.05 cases; the impact of can then be seen in the diagonals

m
extracted in panel (a) of Fig. (blue and green curves, respectively). The magnitude of W
for the ¢ = 0.05 case in panel (c¢) of Fig. is large, in fact becomes larger than one, which
we can see significantly alters on the diagonal propagation in panel (a) of Fig. Even though
the magnitude of WQZ,) of the ¢ = 0.25 case (panel a of Fig. is relatively small (no larger

than about 0.075), it is large enough to alter the dynamics being approximated along the diagonal
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during discrete covariance propagation. These results suggest that the discontinuous change in
the continuum covariance dynamics, which is the source of the errors in Eq. , can cause
considerably inaccurate variance propagation, even for modest correlation lengths.

For completeness, the error analysis for the upwind spatial discretization is included to com-
pare with the centered difference spatial discretization. As before, we will begin with the upwind
spatial discretization of the state equation defined by Eq. . The semi-discretization for the

state in this case is as follows,

d 1

ng'(t) = 9 [Vi—1(t)gi-1(t) — vi(t)qi(t)] + ﬁvi(t) [gi—1(t) —q:i(®)], i=1,2,...,N. (C.43)

Following the same procedure applied in Ch. we have the semi-discretization for the full

G Pisl) = g o (P (1) — wi(t)Pag(8)] + 5 vilt) [Poag(t) — Pag(t)]
+ o I (P (0) = vy (O P (0] + 00 [Py (t) = Pgle)], (C.d)

i,j=1,2,...,N.

The semi-discretization for the covariance diagonal then follows,

%Pi,i(t) = 221‘{7}1‘—1(15) [Pi—l,i(t) + Pi,i—l(t)] — 2vi(t)13i,i(t)}
+ mlgcm(t){ [Pi-1,i(t) + Pii-1(t)] — QPM»(t)}, i=1,2,...,N. (C.45)

To obtain the approximated continuum dynamics along the covariance diagonal requires
expanding the two groups of terms in the curly braces in Eq. (C.45) about the half grid point
Tj_1/o- Since this is done in Ch. and Appen. for the first and second groups of terms,

respectively, we will proceed directly to the approximated dynamics,

Az
8

+ GS,u(xh t) + Hs,u(xiy t>7 (0.46)

ip(xi,xi, t) = —(vP),] i ﬂv(xi,t)Pg(xi,t) -

dt T1=T2=1; 4 (VP2)z(w4,t)
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where
Az Ax? Az? Ax
Gs,u(‘riut) = ?(Up)xx - 48 (UP)mcx + m(vp)xx:m + T(U:L‘P):c
Ax? Az?
0P + gl (can)
Ax Ax? Az?
+ ?U(xiy t)PLL‘.t(xH miv t) - K'U(xlﬁ t)PJ?J:.Z’(x’M xi) t) + Mv(xia t)Pa?J,’J:.Z’(:C’L) xi) t)a
1
+ §Ju(xz7t)
Ax3 Ax3 Az? Azt
Hs,u(l'iat) = @(UPZ)xm(l'iat) + ﬁ(vx}b)x(lﬁ; t) - 416 (UxPZ)m(l'iat) + 1. 16U(P2):vx($ia t)
+ Dy(zs,b). (C.48)

The terms J, and K,, are the same terms defined in Appen. (C.1.1) and are O(Az) and O(Ax?),
respectively, while D, is defined in Appen. and is also O(Az?).
Since we assume the covariance is at least four times continuously differentiable across z; =

x9, we can rewrite Eq. (C.46|) in terms of correlation length,

d Az? Az
@i t) = _(UP)I‘m:xz:xi [1 B 8L2(aji,t)] B 4L2(z4,t)

dt v(xht)P(x’wxl?t)

~

+ GS,U('ziv t) + IA{S,U('ria t)a (049)

where

A~

Gs,u(xia t) - Gs,u(xia t) - %U(ﬂ?i, t)P(Iia L, t) 1Og(P)x:c|

T1=T2=x;
Ax?
- g [0P10g(P)sal, [— (C.50)
Hy (i, t) = Hy (2 t)—iv(ac- t)P(x;, i, t) log(L).| (C.51)
s,ul\Tiy V) = Ig y\ T, 4L2($Z‘,t) iy iy Liy g AP .

As we saw in Ch. the upwind spatial discretization results in coefficient in front of the
flux term that depends on correlation length and a zeroth-order dissipative term (namely the second
term on the right-hand side of Eq. . Like the centered difference case, for fixed grid length
Az and long correlation lengths L, Eq. will approximate the correct continuum variance
dynamics. The dynamics along the covariance diagonal change, however, as correlation lengths

become small for fixed Az, and in particular will result in strongly dissipative behavior due to the

second term on the right-hand side of Eq. (C.49).



Appendix D

Supplement to Chapter

This appendix includes an additional discussion on matrix and scalar covariance functions,
followed by the computation of the Generalized Gaspari-Cohn correlation function to supplement

Ch. |8l Both sections of this appendix are published in |Gilpin et al. (2023).

D.1 Matrix and Scalar Covariance Functions

Section describes the general methodology for extracting a scalar covariance function,
Eq. , from a matrix covariance function. In this appendix, we prove that Eq. is in fact
a covariance function, followed by a concrete example of a matrix covariance function and the
extracted scalar covariance function.

We begin by proving that Eq. is a covariance function, elaborating the discussion on

pp. 18181819 in GO6.

Proof. Let r1,79,...,7, € Q and let ) C Q for £ = 1,2,...,m be non-overlaping, non-empty
subregions that partition the domain €2 into m regions. Each subregion {2; contains nj; points,
where 71,79, ..., Tn; € Q1, Tny41y s Tny+ny € 2, and so on, where ny +ng + ... +n,;, = n. Consider
the matrix covariance function B(r, s) defined in Eq. (8.5)). It is positive semi-definite, in that for
arbitrary scalars ¢; for ¢ = 1,2,...,n and k = 1,2,...,m, Eq. is satisfied. In particular, if

we take the coefficients ¢;;1 = 0 for ¢ > nq, ¢;o = 0 for i < ny+ 1,4 > ny +no, ... , ¢im = 0 for
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i <ny+ns+...+nm_1+ 1 while keeping the rest arbitrary, then

m Ng Ny
Z Z Z CiijEBk;Z("'i,'rj) >0, No=0, Ny=ni+ne+..+ng k=1,2,...,m.
kfl=1i=Np_1+1j=Np_1+1

(D.1)
It follows that the function B(r,s) defined in Eq. is positive semi-definite, i.e.,
n
E éiéjB(’l“i,T‘j) Z 0, (D.Q)
i,j=1
where ¢; = c11, G2 = €21, ... ;, Cny = Cnyly Cnyj+1 = Cny+125 - 5 Cny4ng = Cny+ng2, --- , and so on, and
is therefore a covariance function. O

In the following example, we will illustrate how to extract a scalar covariance function defined

in Eq. from a matrix covariance function.

Example 1. Suppose we partition the domain €} into m = 2 subregions 01 and Qo. The matrix
covariance function B(r,s) for r,s € Q is the following 4 x 4 block matriz, whose arguments in

each block we represent abstractly with the subregions Q1 and Qa,

B(r,s) (D.3)

I
—~~ —~~

The boxed terms correspond to the entries we extract to build the piecewise-defined scalar covariance

function in Eq. ,

B(r.s) = Bi1(£41,1)  Bi2(Q4,80) | (D.4)

Ba1(22,801)  Ba2(§22,2)
D.2 Computation Example and Formulae

The explicit computation of GenGC is very lengthy. In this appendix, we give an example
of how to compute one of the functions using Eq. (8.17)), followed by the complete formulae for

GenGC.
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For these computations, assume that ¢, < ¢y. In the case that ¢y < ¢, the indices in the
functions below simply need to be switched. Computation of Cis(r,s) for r € Qi, s € Qp in
Eq. (8.17) is first split into the following six cases depending on the relationship between ¢ and ¢y,

with twelve subcases each:

f1j(z),  0<ca <,
f25(2), T<a<¥
f35(2),  F<a<F '
Cre(r,s) = z=l|lr—s|, j=1,2,..,12. (D.5)
f1(2), F <o < 2%
[5(2), % < <3
fﬁj(z)v % S Ck S Cy,

The six different cases and twelve corresponding subcases can be determined by considering figures
such as Fig. This figure shows the (z,r)—plane (with z and r defined as in Eq. , where
the solid black lines mark the regions that determine the bounds of Eq. and the piecewise
portion of hy(z;ag, cg). The intersections of r = ¢;/2 and r = ¢ in grey (which for Fig. are
shown for 0 < ¢, < ¢¢/4) with the solid black lines divide the z-axis into twelve different intervals
which define twelve different sets of Eq. integrals to evaluate. These are the j =1,2,...,12
cases in fp;(z). The twelve intersections shift along the z—axis as ¢, changes with respect to ¢,
defining the six functions f,;(2), p=1,2,...,6.

All functions fy,;(2) for p=1,2,...,6 and j =1,2,...,12 in Eq. (D.5)) are of the form

fpi(2) = nine (bg-)z‘r) + bgj-)zzl + bl(;j)z3 + bz(é)z2 + b}(,;)z + bg;-) + b](gj_-l)z_l) (cpee) ™%/, (D.6)

where

ny, = (44a2 + 6ay, +2)7/2, (D.7)

and similarly for ny. The coefficients b;()? forp=1,2,...,6, j =1,2,...,12, i = —1,0,1,...,5 are

given in Tables at the end of this appendix. When ¢, = ¢y, GenGC reduces to Eq. (33)

of G06, see Appendix C of G06 for the explicit formulae.
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(z,r) —diagram for 0 < ¢, = ¢,/4

. 4 Z
By
’LX
(//
3¢/4 A . CS},
N /
\9 //’i«
N 1, <
< 7
<
-
Cgfz
~
[
NS
N
= o
Cpf 4 A 7
Ck T T T 1 T T T //1’ /
/ :\: 1 :/: :\: 1 1< 1
I 1 I 1 1 I I I I 1 1 I
1 1 1 1 1 1 1 1 1 [ I 1
Ck/2 . | R | |
1 1 1 1 1 1 1 1 1 [ I 1
I 1 1 :\/ 1 1 :\:/: 1
I I I 1 1 I I I 1 1 | 1
| } } | } | { | | y | }
0 C\L\;’L cv _Cx c \D“’L (,\‘"L c Q\'L L x At B C\L\’L cL . (,\4\7' x C¥
! g ¢ a8 e
\Cv \C
z

Figure D.1: Diagram in the (z,r)—plane used to evaluate the integrals for the function fi;(z)
(0 < ¢ < ¢g/4). Solid black lines denote boundaries in z and r that define either the bounds in
Eq. or different piecewise definitions of hy. Grey horizontal lines mark r = ¢;/2 and r = ¢4
for the case that 0 < ¢ < ¢g/4. The intersections of the solid black lines and r = ¢;/2 and the
r = ¢ grey lines (indicated by the black dashed lines) mark the different sub-intervals in z that
define f1;(z), where the evaluation of Eq. changes.
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We begin by computing the normalization constant y/BY, (0)BY,(0) in Eq. (8.17)). To do so,

we first compute BY, (0), which is equivalent to BY,(0) for k = £. From Eq. (8.15), we evaluate the
following integral,

3

e
o) dr| = 7ok

Ck

Ck Ck/2
BYL(0) = 4r /0 r2hi(r) dr = 4 [ /0 r*hi (r) dr + / (D.8)

k/2
where for simplicity we have written hy1(z) = (2(ak — Dz/ex + 1)nk for 0 < z < ¢;/2 and

hi2(2) = 2aini (1 — z/cg) for ¢ /2 < z < ¢i; see Eq. (8.18)). Therefore, the normalization constant

becomes
/e
B (0)BY(0) = —5;5 (D.9)
For illustration, we now show how to compute fi;(z). The j = 1 interval in z, which

determines fi1(z), is 0 < z < ¢;/2. From Fig. we see three distinct regions which determine
the bounds on the outer-most integral: r = z < ¢/2, 7 = ¢;/2 and r = ¢;. All three regions
satisfy r < ¢y/2 — z, implying that r + 2 < ¢//2, so hy(s; ag, cg) = hg1(s) for the inter-most integral
in all cases. The lower bound |r — z| is split into three cases: 7 — 2 < 0, 0 < r — z < ¢;/2, and

ck/2 <r—z < c¢g. Thus, Eq. (8.14) reduces to the following:

o z r+z ck/2 r+z
BY)(2) = ~ [/0 rhk’l(r)/ shg1(s) dsdr —I—/ T‘th(T)/ shg1(s)dsdr

- —Zz

Ck r4+z
—|—/ rhkg(r)/ shgi(s)dsdr|, (D.10)

/2 —z

where again for simplicity we have used hy 1(2) and hy2(z) as defined above. The coefficients
for f11(z) are computed by evaluating Eq. and normalizing by Eq. . These are given
explicitly in the first row of Table

All other functions f,;(z) are computed in a similar manner, although the integrals become
more complicated, as do the resulting coefficients. Tables summarize the coefficients in
each case. Again, in the case that ¢ = ¢y, GenGC reduces to Eq. (33) of G06, see Appendix C of
GO06 for the formulae in this case. For these computations, we evaluated the integrals symbolically

using Mathematica (Wolfram Research, Inc., [2022).
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Since an explicit, analytical formula for GenGC is defined by Tables it can be
implemented efficiently in a discrete setting. Once the coefficients in Tables are written,
two sets of conditionals are necessary to then determine which coefficients to evaluate. Since GenGC
is a scalar covariance function, only scalar operators are necessary for its evaluation. Therefore,

GenGC can be evaluated efficiently in practice, typically as a linear operator acting on a vector

(e.g., Gilpin, [2023]).



Table D.1: Coeflicients for the function
fij(z) = ngng (bg?)z5 + b%)z4 + bgi)z?’ + bg)z2 + bg;)z + bg(j)-) + b(f.l)zq) (CkCg)_3/2 for 0 < ¢ <
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1j
65/4.
’ Interval \ fij \ Coefficients ‘
0<z2<% fiu1 bg‘i) = 3i?c£ (=14 ar + ap — agay), bﬁ) = i—?(l — ap), bﬁ) =0,
2
b(121) = 4??;’“ (—1 — 6ag +ap + 6akag), bgll) =0,
4
by = 53 (1 + 14ay) + 25 (=1 - 30ax + ag + 30agar), b, =0
G <z<c fiz | 03 = sot(agas — ax), by = 2 (ay, — aray), by =0,
320c¢2 c2
b3 = 73?),2/’ (arae —ar), biy = 12;,
4
bgg) = (=14 2ay + ar — 2agae) + 5¢3 (1 + 14ag) + 9(2:’“ (agap — ag),
bggl) = %(71 + 2ap + ap — 2akag)
<2< G e | fa | by =0 b =0, bF =0 =0,
by = 195 (1 — 1da + ag + 1agay),
b8 =56} (1+ 1ay), b3 = (=1 — 62a5, + ar + 62azay)
e <a< ez | fy [0 = 5o (2akar — ay,), by = > (ay, — 2aar) + 22 (2aa0 — ay),
b(3) — 90 _9 b(2) _ 160c; _9 20c7 9 _
14 = 20(ar — 2akar), by = =3 *(ar — 2akar) + 35 (2akar — ax),
3
bﬁ) = 40c3 (2akar — ax) + 1?:2"‘ (=1 —6ax + a¢ — 2axar) + 107 (2aiae — ay,)
3
—i—i%(ak — 2aka4),
bﬁ) = 5¢3 (1 + 6ay, + 16aras) + 42222 (ar — 2akar) + 53 (a, — 2agar)
4
—|—g%(2akag — ak),
5
b(lzl) = 12¢} (2axas — ak)g%(—l — 30ay, + ag — 2axay)
C2C2 C4 C5
_|_10%(ak — Qakag) + %(20@@@ — ak) + é(ak — Zakag)
Aot <2< G fis b§55) = 28 (=1 + ay + 2a¢ — 2aa),

3Ck-Cg
By = 21— ax — 200 + 2ap00) + £(2a, - 1), Y =10(1 - 2a0),
bg) = 2??;’“ (l + 6ar — 2ay — 12akag) + 23002 (—1 + ag + 2ap — 2aka4),

bg? = 5¢i(—1 — 6ay, + 2a¢ + 12a,a,) + ﬁ(—l — 14ay) + 5¢2(2a, — 1)

Ce

—|—%(1 — ap — 20,@ + Qakag),
3 4
b\Y = 2k (1 + 1ay, + 2a0 + 28arar) + 5o (1 + 300z — 2a¢ — 60azay)

=3 4
5cy 3¢,

+755 (1 = 2ag) + 525(=1 + ax + 2a; — 2axay),
_ 3¢t c?
b = %2(:1 — 30ay, + 2a + 60arar) + & (—1 — 62ax)
5cicy

4
2% (1 4 6ay — 2ap — 12apar) + 2 (2a, — 1)

5
—I-Gc?ek(l —ap — 2ap + Qakag)




Table D.2: Coeflicients for the function
f15(z) = ngne (bg‘?f + b%)z4 + bgi)z3 + bﬁ.)z2 + b%)z + bg(j)-) + bg;l)z_1> (ckce)_3/2 for 0 < ¢ <
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/4.
’ Interval \ f1j \ Coefficients
L < g < et fi6 b§56) = 3clk602 (1 — ax — 2a¢ + 2agay),
b%) = %(—1 + ag + 2a; — 2aiap) + %(2@@ - 1),
b(?)) =10(1 2 b(2) _ 20(:% .
16 =10(1 —2a), bjg = 3o (14 6ar — 2ay — 12axay)
c2
—1-230%[ (1 —a — 2ap + Qakag),
3
b = 5¢3(~1 — 6ay, + 2ag + 12axar) + %(—1 — lday) + 5¢3(2a — 1)
3
+SC%(—1 + a + 2ap — 2axay),
3 4
b9 = 57(31 o+ Max o+ 200+ 28agar) + 325 (1 + 30a, — 2a, — 60azar)
+%(1 —2a) + ;’%(1 —ay, — 2a¢ + 2axay),
_ 3¢t b
gl = 3?:(4 — 30ay, + 2a¢ + 60axay) +46—;£(—1 — 62ar)+
561'@2? (1 + 6ay, — 2a¢ — 12axa,) + % (2a, — 1)
+g (=1 + ay, + 2a0 — 2apar)
afe <z< G+ | fir oy = g (ak — 2axay), b7 = > (2agap — ax) + 12 (2apae — a),
b(3) — 920 9 b(z) _160c? 9 20cs 9
17 = 20(ak — 2akae), by; = =32 (ar — 2akar) + 3.5 (ak — 2akay),
3
b§17) = 40c; (2arae — ax) + 125’“ (2arae — ag — 8ay) + 10c3 (2arar; — ay)
CS
+%(2akag —ag), .
b§07) = 1062(4(116 + ag + 6agap) + 4525’“ (ar — 2apag) + 56?(6% — 2axayp)
3ca
Jrfi(ak — 2axayp), i »
b(l;l) = 12¢}(2arar — ag) + :,’%(—32% — ag + 2aap) + chkcz(ak — 2ayay)
C4 05
+%(2aka5 — ak) + ﬁ(Qakag — ak)
Ytep<z<c—c | fis | by =0, 0 =0, b7 =0 b =0,
63
bg? = 12(’“ (—ag — 14akag), i
b§28> =103 (ay + 14akai), bis") = % (—a; — 62azar) i
cp—cp < z<cp— %ﬁ f19 bgg) = 3;332 (akaz)7 bgg) = %S(akag) + _Ci(i (akag), bgg) = 40ayay,
(2) 160c2 —160c2
b19 = SCzk (akag) + 3cn £ (akag),
3 3
b\y) = —80c2 (apar) + 125’“ (—a¢ — 6agar) + 80cZ (—aras) + SS:’Z (arag),
4 4
b\9) = 1063 (ap + 6arar) + 4?,5" (arae) + 80c3 (arar) + 45:4 (—agay),
— CS 0202
bgg D= —24c} (akae) + 3o (—ag — 30axae) + Em%(akaz) + 24c} (—agayr)
C5
+?;32c;f (arar)
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Table D.3: Coefficients for the function
fii(z) = ngng (bgi)z‘r’ + b%)zA‘ + bg)z?’ + b( )z + b(l)z + b(O) + b( - ) (cree) ™32 for 0 < ¢ <
ce/A.

’ Interval \ f1j \ Coefficients
cp— 2 < z<¢ fi10 5(5) 3cl,fp,Z (arae — ay), 5(4) (af - akaf) + vge( a),
bﬁ)o = 20ay, bﬁ)o 2;5’“ (ag + 6akag) + 1§S (axae — ag),
b = 1()ck( ag — Gagag) + 2% i (—ag — 14agag) + 40¢3 (—ay)
+80 L(ap — agap),

bg% = 5c; (14agay + ag) + ﬂ(ag + 30ayae) + 40¢3 (ar) 486? (arae — ag),

bglol) = 32"( ap — 30aka4) + 5= ci o (—ar — 62apa0) + M(ag + 6agap)
+12¢4 (—ag) + 2 3ck (ag — akag)

ce<z<c+ % fin bﬁ)l 301502 (ag — agay), 551)1 = (akaZ - ae) + £ - (—ae),

bgn = 20ay, bgzn = QOCk (ar + 6akaé) -l 3c = t(ag — apag),

bﬁ)l =10ci (—ap — Gakag) 4+ =k Sej ( ag — 1dagap) + 40cZ (—ay)

+&(—az + ak.ag)

Ck

b%) = 5ck(ar + Marar) + 5% (aé + 30ayae) + 40c} (ar) + 48 L (ar — agay),
b(1111) = gzk( ar — 30axap) + 5= ( ap — 62arayp) + M(W + 6agap)
+12¢j(—ar) + 332% (akal —ay)
o+ E<z<cter | fua | b= e-aa, b\y), = =5+ =18 agay, bﬁ)Q = 40aay,
b§21)2 (lfﬁj’“ + 12??) agag, b§1 =—80 (ck + & + c?+ 3) apae,
b{) = (80c} + 48% + 80} + = j)akae,

3C( 3

b(1121) = (—24ck 320k + L)C’“C“ — 24c} — 3202) aay




184

Table D.4: Coefficients for the function
faj(2) = ngng (bgi):ﬁ + bg;)z‘l + bg)z?’ + bg)z2 + b%)z + bgj}-) + b§;1)2_1> (cree) 372 for ¢p/4 < ¢, <
ce/3.

| Interval | f2; | Coefficients ‘
e F e e N =
bsY = 4§§ (—1 = 6ax + ag + 6agay), bSY =0,

b = 5¢3(1 + 1dag) + 3C'~ k(=1 — 30ay, + ar + 30aay),

bs Y =0,
21
/2 2< G —ck | fao bg‘? = sgfce (arae — ax), b(4) - (ak akae), bg;) =0,
by = ek (axar ). YO TR a¢ — 2aza),

by = 5ci(1+14ag) + (akal_ak) by = ( 1+2ak+ap—2aiar)
G- <z<c fo | 05 = g0 (4agay — 3%), by = >(ay, — QGkCW) + Cag,
b(?’) = 20(ax — 2axay), bg? = 122?( k) + 2 30 (Zakag —ag),
b%) = 40c3 (2axae — ax) + wck( 1+ 10ay, + a; — 18axayp)
+10c2 (2akae — ax) + %(ak — 2axay),
b = 5ci(1 + 6ax, + 16arar) + 4{2? (—ag) + 53 (ar, — 2akar)
+20k (2axar — ag),
bggl) = 12¢} (2aras — ax) 3@( 1+ 34ag +ap — 66akag)
+%(a — 2aiap) + 362 (2akag — ak) + 5= (ak — 2anaz)
cp <z < Ak for | ) = e (2akae — ag), S T = > (ak — 2agar) + ¢ (2aka4 —ag),
béi) = 20(ax — 2axay), béi) = 122%( ax — 2aag) + > 3C (2aka4 —ag),
b&) = 40c (2arap — ag) + IOCF (—1—6ar, + ar — 2axar) + 10¢Z (2aiae — ay,)
+5C" (a — 2agap),
bgi = 5ck(1 + 6ay + 16axay) i ( ar — 2agag) + 5c; (ax — 2aap)
+2c (2arap — ag),
bggl) = 12¢} (2axae — ax) + ?%(_1 — 30ax + ag — 2agay)
—|—1OCT2C?( ar — 2agag) + ﬁ(?akag —ag) + %(ak — 2aap)
o <p< Y fas | b5 = 3w( 1+ ay, + 240 — 2ayar),

bgé) = 2 (1—ar — 2a¢ + 2aga) + £(2a, — 1), b5Y = 10(1 — 2ay),
bg25) = 29?3 (1+ 6ay — 2a, — 12a,ae) + 206’ ( 1+ ag + 2a; — 2aay),
by = 5¢2(—1 — Gay, + 2 + 12aar) + 2 (~1 — 14ay) + 5¢(2a; — 1)
JrSCZ (1 —ar — 2a; + 2axay),
by = g (1 + 14ay, + 2a¢ + 28aya0) + ﬂ(l + 30ax — 2a; — 60axay)
Océ (1 —2a) + 36@ (=1 + ak + 2a; — 2axay),
BoY = 3§k( — 30ay, + 2a¢ + 60agar) + 6—@3(71 — 62ay,)
555 (1 G — 2a; — 12aka0) + % (200 1)
+@(1 —ap — 2a; + 2axay)




Table D.5: Coefficients for the function
f2j(2) = ngng (béj)z + béj)z + bgj)z + bg?z2 + b%)z + bgo) + bgj Y- ) (cree) =312 for ¢p/4 < ¢ <
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64/3.
’ Interval \ f2j \ Coefficients ‘
4 <z ate fo6 bé‘? = 3cm (1 —ax — 2a¢ + 2axay),
bS§ = E(=1+ar + 2ar — 2aka) + S(2a0 — 1), by = 10(1 - 2ay),
bg%) = 20C’° (14 6ag — 2ap — 12axay) 2;);5 (1 —ap — 2ay + 2axay),
bl = 5ck( 1~ Gay, + 240 + 12agag) + 25 (~1 — 14ay.) + 5¢2(2a; — 1)
+5C@ (=1 + ap + 2a; — 2axay),
b = S (1 + 14ay, + 2a¢ + 28arac) + 25 (1 + 30ay — 2a; — 60aya)
—1—50" (1—2a;)+ 2 2C (1 —ay — 2ay + Qakag)
bs ") = 3% (—1 — 30ay + 2a; + 60aar) + o (~1 — 62a,)
+5Ckcé (14 6ay — 2a; — 12akas) + 2L (2a, — 1)
+60 (=1 + ag + 2ay — 2agay)
% <z<c¢p—cp far bg‘? = 301&[( & — 2aiag), bé? = —(Qakag —ag) + 16 (2akag —ag),
bg;) = 20(ay, — 2arap), b(27) = 122?"( ar — 2apap) 4 2 36 ( ar — 2apap),
bé7 = 400k(2akag —ag) 1252 (—8ay — ar + 2agay) + 10cZ(2aar — ay)
—I——'(Qakag —ag),
b(7 = 10c; (4ax, + a¢ + 6agar) 4§Zi (ar — 2akar) + 5¢; (a — 2axar)
—|—g§i( ay — 2apag),
bé;l) = 126k(2aka/ ak) + 3C (Zakag —ag — 32ay) + M( ar — 2apag)
+3% (Qakag —ag) + 5= (2akag —ag)
co—cx<z<cp+ 5 | fos b(5) 3clkﬁce (ar — 3arag), bég) = 67,(4%(15 —ay) + 18 -, (akag — ag),
b(g) 20ay, b%) = 122‘:% (ar — arag) + 2300 (ar — 10akag)
bg? =40c2(—ax) + 10 c’“ (10akae — ap — 8ag) + 10¢2 (—ay, — 6axar)
+%(18aka4 — ak),
bg%) = 10c} (4ay, + ag — 2ayae) 4?;% (ar, — agap) + 5¢; (ax + 1dagar)
+gzi (ar — 34aka4)
bégl) = 12¢}(—ay) + 35' (34akag —ap — 32a;) + %(ak + 6agay)
+ 3 (—ay, — 30agar) + £-(—ay + 66axar)




Table D.6: Coeflicients for the function
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5 4 3 2 1 0 —-1) _ _
f2(2) = ngnyg (bgj)z5 + bgj)z4 + béj)z?’ + b;j)ZZ + bgj)z + bgj) + béj ), 1) (crce) 3/2 for ce/4 < ¢ <
ce/3.
’ Interval \ f2j \ Coefficients ‘
e+ 9 <z<c—% | fo by = Sersayay, by = Sapar — Payay, by = 40axar,
2 160c; 160c3
by = 1% (ajap) — 252% (agay),
3 3
bgé) = *806%(046) + 12;’“ (*ag — Gakag) — 806?(akag) -+ SSE’Z (akag),
b(o) =10 3 6 48c} 0 3 . 48¢;
20 ci(ag + 6agae) + = (arae) + 80c; (arae) — =+ (arar),
_ 5 o262
bgg D —240%((1;6@@) + ﬁ(—az — 30aiap) + 80 3 (agae) — 2402}(akag)
+22¢% (agay)
-2 <z<c f210 | Same as fi19, see Table [D.J
a<z<c+ % fo11 | Same as fi11, see Table [D.3]
cot+ 3 <z<c+cp | foz | Same as fii2, see Table D3




Table D.7: Coeflicients for the function
gf;)z5 T bg’;)z4 T bgj)z:a + bg)zz n b:%)z n bgo) n béj ) ) (cree) 32 for ¢/3 < o, <

Jsi(2) = mine (b
/2.

’ Interval \ f3j \ Coefficients
0<2<% —¢ 31 b:(;)l = 35’50[ (=1 — agae + ax + ap), bg‘i) = %(1 —ay), bg) =0,
b(2) = 4??;2 (ag — 1 + 6agap — 6ay), b(ll) =0,
b = 5c3(1 + 1dag) + dck( 1 — 30a + ag + 30axar), bs;" =0
<2< | fr | 05 = 522 (ar + 20, — 2),
bgé) = %(ak — 2agaq) + g(l —ag — ap + 2apap), bg?;) = 20(ag — 2agay),
bng) = 4;;; (ag — 2ar — 1 — 2agay) 2300? (2agar — ag),
bgé) = 40ci(2akap —ay) 8?:2 (ar — 2aae) + 102 (2arae — ax,)
JH)CZ (ar — 2aray),
bgg) = 5c3 (1 + 6ay, + 16agar) + == 3¢k ( 1 — lay + ar — 2axay)
+5¢3 (a, — 2akar) + E@akag —ag),
b( b _ 12ck(2aka5 —ag) + 33252 (a — 2arap) + %(ak — 2agay)
—|——(2akag —ag) + GCR (ar, — Qakag)
G <L U f33 bg‘? Sclm( 3ay + dagap), b( ) _ (ak — 2aka4) + 1? (ak),
bSy) = 20(1 - 2a,), b = 122}( ) + 20 (2ajag — ay),
bg13 = 40c3 (2axae — ax) + wck( 1+ 10ay + a; — 18ayay)
+10c2 (2akae — ax) + E’C—k(ak — 2axay),
bg% = 5¢3 (1 + 6ay, + 16axae) + 4gci (—ak)
+5¢3 (a, — 2akae) + T(2akag —ag),
b( D 12¢}(2akae — ax) + 3%( 1+ 34ay +ap — 66akag)
Jr%(ak — 2akap) + T(?akag —ag) + 6% (ak — 2agay)
Gste <z <y f34 b(s) 3cm (2a¢ — ap — 1),
bSY = 2(1 — ar — 2a¢ + 2agag) + £ (—1 + dag + 2a0 — dagay),
) = 10(1 — 2ay),
b:(,,i) = 20(" (1 —10ay — 2ay + 4agay) ( 1+ ar + 2ap — 2axay),
by = 5ck( 1 — 6ay, + 2as + 12aga,) + 07(18% — 1 - 32ayar)
+5¢2(2a — 1) + —"(1 —a — 2a4 —|— 2a,ap),
bg?l) 5C’“( 1+ l4a, + 2a, + 28ayap) 43 S (1 — 3day — 2a; + 4agay)
—1—566 (1 —2ap) + 30" E(—=1+ag + 2a0 — QGkCLg),
b3 = 3% (=1 — 30ay, + 2a; + 60axar) + 60 L (1 4+ 66ay, — 128axaz)
+50kcf (1 + 6ay — 2a; — 12axas) + 2% (2a, — 1)
+66k (1 —ar — 2a; + 2axayr)
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Table D.8: Coeflicients for the function

f3j(2) = ngne (bg‘?)
/2.

4
25+ b:(,,j)

A 4+b

:(S)z?) —+ bg)ZQ + bi%)z + b:(30) + béj 1) _— ) (Ckcf) 3/2 for CE/S <ep <

’ Interval \ f3j \ Coefficients ‘
cn<z< % f3s bg‘? = 301502 (=14 ap + 2a¢ — 2aray),
by = C%(l — ag — 2a0 + 2apag) + §(2a 1), b2 =10(1 - 2a),
b:(fs) = 25;’“( + 6a, — 2a; — 12a,ay) ( 1+ ay + 2a; — 2axay),
bz(’,}s) = 5c;(—1 — 6ay + 2ap + 12aka,) + cT(_l — l4ay) + 5¢2(2a — 1)
+5cz (1 —ar — 2a¢ + 2axay),
by = 5% (1+ 1day, + 2a, + 28arar) + 3 S 5 (1 + 30ax — 2ay — 60agay)
+5ce (1 —2a) + 30@ ( 14 ap + 2a, — 2akag)
b:(‘agl) = 3% (=1 — 30ay + 2a; + 60agar) + ( 1—62ay)
+5% (1 + 6ay — 2a; — 12aka;) + ?(m ~1)
+6Ck (1 — ax — 2a¢ + 2agay),
F<z<c—cp fas | bSY = 3CW (1 — ax — 2a¢ + 2aay),
bz(;é) = ( 1+ ay + 2a; — 2axar) + %(2(1@ -1), b§,6) =10(1 — 2ay),
béQG) = 20”‘ (14 6ax, — 2ap — 12agay) 2063 (1 —ap — 2ay + 2axay),
bz(«;le) 5ck( 1 — 6ay, + 2a; + 12axay) -l- ( 1 — 14ay) + 5¢2(2a, — 1)
+5C(Z (=1 + ag + 2a; — 2axay),
b = 5 (1 + 14ay, + 2az + 28arar) + 864 (1 + 30ay, — 2a; — 60azay)
+5” (1—2a¢) + 32 (1 — ax. — 2a, + 2c02),
bz(’,gl) = 3% (=1 — 30ay + 2a¢ + 60agae) + Gc ( 1 —62ay)
+5Ckcf (1 + 6ay, — 2a¢ — 12a,a) + 3% (=1 + 2ay)
+6Ck (—1+ ax + 2ap — 2agay)
co—cp <z < HE | fo bé“? = SCkce (1—ag —2as+ akag)
B = (1 +ap+2a0) + 3 (~1+ 2a; — 2apar),
b = 10(1 — 2a, + dagay),
b5 = 23?5} (1+ 6ay — 2a, — dayay) 230015 (1 — ay — 2ay — 6agay),
bi(‘)’17) 5¢2(—1 — 6ax, + 2a; — dagar) + %’3(—1 — l4ay + 16axap)
+5¢ (=1 4+ 2ap — 16arar) + 5C3( 1+ ag + 2a; + 14agap),
b = B (1 4 1day + 24, — 4aka€) 3ci k(1 + 30 — 2a¢ — 28axar)
56’ (1 — 2ay + 32axay) —|— (1 — ak — 2a; — 30agay),
b = 3% (=1 — 30ay, + 2a; — 4akag) + ( 1 — 62ay + 64ayar)
+5CW (14 6ay, — 2as + 52axar) + T(—1 + 2a; — 64agay)
+605k( 1+ ag + 2a¢ + 62agay)
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Table D.9: Coefficients for the function
f3i(2) = ngng (bgj)z + bg])z + bi(,,])z + béj)z + bg])z + b(o) + bgj V- ) (cree)™3/2 for ¢;/3 < ¢, <

ce/2.

’ Interval

| f3j | Coefficients ‘

ador <2< - % f38 bé%) = 361&( K — 3axag), bgg = %(4%@ —a)+ 18 S(arae — ax),
by = 20ay, b5 = 1?,2? (ar — apag) + 23(?%( ap — 10akaz),
bz%) = —40c3 (ay) + 10c; "( 8ay, — ag + 10akar) + 10¢2 (—ay, — 6agar)
—I—%(l&tkw —ag),
bé%) = 10c; (a + 4ay, — 2axar) 4225% (ar — arae) + 5¢3 (ax + 1dagay)
—|—gzi( ap — 346%0,@)
bggl) = —12c}(ag) + 3C ( 32ay — ap + 3dapag) + c’”c" (ag + 6agay)
+%(—ak — 30axar) + @(—ak + 66ax,ar)
c-%<s<a+$ | fro | 05 =52 (ar—ar—arar), b = (200 —ar) + £ (darar — 20k —ay),
bg%) = 20((1;c + ag — 2axay),
bz(fg) = 2??;’“ (8ay + ag — 10axay) + 2 3c (ak — 8ayp + 6agay),
bglg) = 10¢; (—4ay — ag + 2apar) + 5f(—16a;~c — ag + 18aiay)
+10c? (—ax, — 4ag + Qakag) + £ 5¢j £ (—ay + 16a, — 1dagay,
b = el (8ax + ar — 2aar) + 3 2C (320L;C + ap — 3dayay)
+5¢3 (ay + 8ar — 2aar) + 20 (ak — 32ay + 30axay),
b:(agl) = 36" (—16ay — ar + 2arar) + g& ( 64ay, — ag + 66agayr)
—|—1OCT’“C"(a + ag + dapag) + 5 4( ar, — 16a, + 2agay)
+GC (—ay + 64a, — 62akag)
ckt+5 <z<c far0 | 05 = s (akar — ay), b = (ag — akag) + 2 (—ar),
bth = 20as, by = QOC’“ (ar + Gakae) +42 3c (akae —ayg),
by = 10c3 (—ar — ﬁakae) + 507(—&@ — ldagap) + 40cj (—ar)
+SOC" (ag — arap),
b3 = 563 (ar + 14agar) + 52 % (0 + 30ajar) + 4063 (ar) (akaz - ag),
bg;ol) = %( — 30arae) + = i 2 (—ar — 62akar)
+100kcz (ae + 6agag) + 12c£( ag) + ‘3320; (ag — apay)
g <z<c+ G f311 | Same as f111, see Table [D.3]
cr+ % <z<co+er | fziz | Same as fiia, see Table D3




Table D.10: Coeflicients for the function
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faj(z) = ngng (bflj)z + bflj)z + bgj)z + bgj)z + bflj)z + b(o) + bij b~ ) (ckee)™ 3/2 for ce/2 < ¢ <
2¢¢/3.
’ Interval \ faj \ Coefficients ‘
0<z<cx— % fu bﬁ) = 3035(:[ (=14 agx + ag — aray),
bfé) 16 (a;C — 2apap) + E(1 — 2ay, — ag + 4aka¢) b(Sl) =0,
b(z) = 4??;’“( 14 2a; +ap — 10akag) + 4 36 (2akag —ag), b(ll) =0,
bfﬁ =53 (1 — 2ay, + 32axap) —|— ( 1+ 2ax + a; — 34agay)
+10c} (ay — 2axar) + T(Qakag —ag), bfu D=
o — 4L <2< US| fyy bff;) = 3CWZ( 2+ ag + 2ay),
b5y = E(ar — 2arar) + (1 — ax — a + 2arar),  bY) = 20(ax — 2aray),
bg) = 43?5 (=1 = 2ak + ay — 2agay) 2062 (Qakag —ag),
65112) = 403 (2axar — ax) + gock (ag — Qakag) +10c2 (2arae — a)
—|—5CF (ar — 2apay),
by = 563 (1 + Gay + 16agar) + 2 (—1 — 1day + ap — 2azay)
+5¢3 (ar, — 2agap) + 5 3¢ (2akag —ag),
bfgl) = 12¢} (2arae — ag) + 3; (ar — 2apag) + %(ak — 2aay)
+ﬁ(2akag —ag) + 6C (ax — 2aiay)
-tk < p < fa3 bfg? = 3%%( 3+ 3ay + 4a, — 4agay),
b5y = (1 - ar — 2a + 2ara0) + £, b = 10(1 - 2ay),
bg) = 2305; (—1 —6ag) + 230;? (=1 + ag + 2a, — 2aray),
by = 562 (—1 — 6ay, + 2a; + 12aar) + 2 (1 + 14ay — 2a; — 28agay)
+5c2(2ap — 1) + 5°’3 (1 —ay - 2ae —|— 2aiay),
b = 5 (1 + 14ay, + 2a4 + 28agar) + S (—1 — 30ay,) + 2L (1~ 2ay)
—1—302 (=1 + ag + 2a¢ — 2aiay),
bfxgl) = 3? (=1 —30ay, + 2a; + 60aae) + 5= (1 + 62ay, — 2a, — 124agay)
+5ckce (14 6ax — 2a; — 12axay) + ?(2@ —1)
+60k (1 — ax — 2a¢ + 2agay)
G <z<c—c faa b(5)—36k62( 1 —ag + 2ay),
by = 2(1— ar — 2a¢ + 2agag) + £(—1 + dag + 2a, — dagay),
by = 10(1 — 2ay),
b2 = 2L (1 — 10a; — 2a; + dapag) + 2L (—1+ ay, + 2a0 — 2arar),
bl = 5ck( 1 — 6ay, + 2a¢ + 12a4a0) + 7(—1 + 18ax — 32axaz)
+5¢7(2a, — 1) + e (1 —a — 2a4 —|— 2axay),
b = 5% (1 + 14ay, + 2(1@ + 28agag) + 25 (1 — 3day, — 2ap + darar)
5% (1 —2ap) + 36@ ( 1+ ap + 2a, — Qakag)
M = 3Ck (1 — 30ay, + 2ag + 60axar) + o (—1 + 66a; — 128ayar)
+5W (1 + 6ay, — 2a; — 12aae) + T(zag -1)
—1—6% (1 — ar — 2a¢ + 2aiay)




Table D.11: Coeflicients for the function

faj(2) = ngng (b
2¢¢/3.

4j

’ Interval \ f4j \ Coefficients
co—ck <2< | fas bfg) — 301502 (=1 — ag + 2ay — agay),

bé(é) = (1 —ay — 2ag + 4agag) + - ( 1+ 4ay + 2a, — 6agay),

biY) = 10(1 — 2a, + dagay),

b2 = 2 (1 — 10ay — 2a; + 12apap) + 2L (~1 + ay + 2a; — 10agar),

by = 563 (1 — 6ay, + 2a; — dagag) + 5Ck( 1+ 18ay, — 16axay)
+5¢2(—1 + 2a, — 16akar) + %(1 — ag — 2ay + 18agay),

bi%) = 5°’“ (14 14ay, + 2ap — 4aka5) —|— 3L;4“(1 — 3day, — 2ay + 36ayay)
+5°l (1 = 2ap + 32axay) + ( 1+ ap + 2a; — 3dagay),
b5 = 2%k (—1 — 30ay, + 20, — 4akag) + 6—(—1 + 66ay, — 64azay)
+5C’vcf (14 6ay — 2a; + 52akar) + 2L (—1 + 2a, — 64aar)
—‘(1 — a — 2a; + 66agay)
F<z<c f16 bi%) ch (1 —3ar —2a;+ 3aka4)

bffé) ( 1+ ap + 2as) + ( 1+ 4ay + 2a; — 6agay),

) = 10(1 — 2a + dagay),

bffﬁ) = 20% (1 — 10ay — 2a¢ + 12axay) 2 C? (1 — ag — 2a; — 6agay),

bé(llﬁ) 5%( 1—6ay +2a, — 4akaé) + ( 1 + 18ay — 16axay)
+5¢2(—1 + 2a, — 16ayay) + ( 1+ a + 2ay + 1dagay),

bf;%) = 56’” (1 + 1dar + 2a, — 4a;€ag) + 2c (1 — 34ay — 2ay + 36axay)
—5—505 (1 — 2ay + 32akag) + 2 2 (1 —ay — 2a; — 30agap),

b = 3%( 1 — 30ay + 2a¢ — 4agay) + @(—1 + 66ay, — 64azay)
+5CW (1 + 6ax — 2a, + 52apar) + 2 (—1 + 2a, — 64arar)
+—(—1 + ag + 2ay + 62agay)

ck<z<c—F | far bff;) 3%6[ (1 —ax — 2ay + agay),

b5y = S (~1+arp+2a0)+ 2 (- 1+2a¢—2akag) b2 = 10(1—2as+4agar),

b = 20% (14 6ay, — 2a; — 4apag) + 2L (1 — ay, — 2a, — 6ajay),

by = 5ck( 1 — 6ay + 2a; — dagag) + 2 (~1 — 1day, + 16azar)
+5¢2(—1 + 2a, — 16axa) + 2L ( 1+ ay, + 2a0 + 14agay),

b = 5% (1 + 14ay, + 200 — 4akal) + % (1 + 30ay, — 2, — 28aj.ar)
—5—5"’5 (1 — 2a, + 32axay) 4+ 3 2 (1 — ag — 2a; — 30axay),

bir") = 2 (—1 — 30ay, + 2a; — dagar) + Gk (~1 — 62a; + 64ajay)
+5%, (1 + 6ax — 2a, + 52apar) + 2 (—1 + 2a, — 64aray)
+66k (=1 + ag + 2a¢ + 62axay)
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(5),5 +bflj)z —i—b‘(l])z +b§])z +b§1])z+b(0) —i—bi] V- ) (cree)™ 3/2 for ce/2 < ¢ <



Table D.12: Coeflicients for the function
24+ bg;)z?) + bl(j)z2 + bi;)z + bflo) + bflj - ) (cree) ™32 for ¢p/2 < ¢ <

faj(z) = ngng (bfé)
26@/3.

4
25+ bij)

192

’ Interval \ faj \ Coefficients ‘
o — L <2< C”C’V fas bg) = 301k602 (1 = ar — 3ag + 3aray),
b = 2 (—1+ax + dap — dagar) + = (ae —1), b =10,
bffs) = 2;;% (14 6ar — ap — 6agay) 4 2 gc (1 — ap, — 10ay 4+ 10agay),
By = 5e2(—1 — 6ax) + 2 (~1 — Lday, + ag + 1agay) + 52(~1 - 6ay)
+5cf (=1 + ay + 18a; — 18axay),
b = %% (1 + 1day,) + 2% (1 + 30a; — ag — 30agar) + 2 (1 + 14ap)
—5—364’ (1—ay — 34@@ + 3dagay),
b4(18 D _ Sgk (=1 —30ax) + %(—1 — 62ay, + ag + 62axay)
+5C’“C" (1 + 6ay + 6ay + 36axar) + 2(—1 — 30ay)
+66k( 1+ ag + 66a, — 66a,ay)
ador <2< fio | b5y = o (ak — ag — agay),
bfé) =2 —(2a0 —a) + §(4akag — az — 2ay), bfg) = 20(ax + ar — 2arap),
bffg) = 200" (8ay, + ap — 10aay) (ak — 8ay + 6agay),
bfé) = 100k( dap — ag + 2apap) + =+ 5 ( 16ay — ap + 18ayay)
+10¢ (—ay — 4ag + 2a;€a¢) + = 5 (—ak + 16ay — 14agay),
bi%) = 5ci(8ak+ag—2akag) (32ak +ag—34akag)+5c( (ar+8as—2aray)
—&—30" (ar — 32ap + SOaka ),
bflg D _ 30’“( 16a, — ag + 2axa) + ﬁ( 64ay, — ap + 66agay)
+ 106’“0‘2 (ar + ag + dagay) + 3 ‘ (—ar — 16ap + 2aiay)
+66k (64a4 — ay, — 62axayp)
g <z<ce+ % Fa10 bﬁ)o = 361:58 (ar + a¢ — 3axay),
bfé)o = ci (—ar — 2a¢ + dagag) + %(—2&;C — ag + 4dagay),
b3 = 20(ax + ag — 2axay),
bﬁ)o = 2??;’“ (8ay + ap — 10agay) + 2 36 (ak + 8ay — 10axay),
bflll)o = 10ci (—4ay — ag + 2agap) + == 5e. ( 16ay — a¢ + 18axay)
+10c2 (—ay, — 4as + Qakag) + =+ 5 ( ar — 16a, + 18axay),
bfﬁ)o = 5c} (8ag+ar—2agar)+ E(BQak+ag—34akag)+5ce (ag+8ar—2aray)
+‘“/ (ar + 32a; — 3dagay),
bfuol) = 35’“ (2arag — ap — 16ay) + ( 64ay — ag + 66agay)
+10::ch£(ak + ag + dagag) + T(2aka5 — 16ay — ax)
+%(66aka4 — ay, — 64ay)




Table D.13: Coeflicients for the function
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faj(2) = ngnyg (bfg)zﬁ + bg;)z‘l + bfj)z?’ + bz(j-)z2 + bg)z + bflo) + bflj V- ) (cree) ™32 for ¢;/2 < ¢ <
2¢¢/3.
’ Interval \ faj \ Coefficients ‘
ot S <z<c+%F | fan b = Serer (a0 — ara), o = o (arar — az) + 5 (=),
bﬁ)l = 20ay, 64(121)1 206’“ (az + 6akag) + 122/ (ag — arayp),
bill)l =10c; (- angakap)Jr ( ae—14agae)+40c3 (—ay) 8063 (akagfag),
bgﬁ)l = 5¢; (ar + 14agay) + (a/ + 30agae) + 40¢3 (ar) + isc] = (ap — agag),
billl) = 32" (—ap — 3Oaka2) + 6: (—ap — 62aiag) + IOCT’”CZ((ZE + 6agay)
+12¢} (—ap) + ?ézc (axae — ag)
o+ G <z<ctcr | fa2 bl(L'Sl)Q = 3c1,:3cz apag, b412 = ,g 16) arayg, bfgg = 40ayay,
02, = (M0 4 199 g, 0, = 80 (k- - — L) anar
b0, = (SOCk + 48% +80c3 + 48i) axae,
bfgg) = (—240% 332;" + 800"08 24012 32;5)) aiayp
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Table D.14: Coeflicients for the function

f5j(z) = NNy (bgj)z +b

gjl)z‘l + bé?j’)zg’ + béj)z + béj)z + b(o) + b( D,- ) (ck,ce)*?’/2 for 2¢,/3 <

ck < 3cg/4.
’ Interval \ fs; \ Coefficients ‘
0<z< ez f51 b(5) 35’&2( 1+ ag + ag — aray), b() ( k — 2aag) + %?(1—2ak—
ag + dagay),
bél) =0, bg) = 4OC’”( 1+2ak+a4—10aka4)+ 3o (2aka4—ak), bél) =0,
bgi) = 5ck(1 2a, +32akag)+ (ag+2ak—1 3dayae) +10c; (ay, —2agar)
—I——(Qakag —ag), b( 1) =0
Uzl <2< —% | foe bé‘? = BCIM( 3 + day + 4ay — 6agay),
bg;) = (1 2a0)+ 2 ~(1—2ay, +4akag) béz) = 10(1—2ay — 2a¢+4arap),
b2 = 20;;2( 1+ 2ay, — 16aac) + 2= ( ag — 1),
bé12) =52 (—1+ 2ay, + 2ap — 4agar) + U(l — 2ay, — 2ay + 4agap)
+5¢2(—1 + 2ay, + 2a, — dagae) + %(1 — 2ay, — 2ap + 4agay),
b = 5% (1 — 24 + 2a, + 60aray) + z‘f (2a, — 1 — 64azay)
"’Cf (14 2ay, — 2a; — dapay) + (2(1@ -1),
bé;l) 3c’“( 14 2ax + 2a4 — 4ak,a/) (1 — 2ax — 2ay + 4dagay)
Jroc’“% (1 —2ay — 2ay + dagay) + T(fl + 2ay + 2a; — dagay)
—1—6%(1 — 2ay, — 2ay + 4agay)
ck— 4L <z<ci—ck | f53 bég) 3cm( 3+ 3ay +4ag —4darar), b(4) =2 —(1- ak—2ag+2akag)—|—%,
b = 10(1 - 2ar), b = 2k (1~ 6ax) + 20%( 1+ ay, + 20 — 2axay),
by =52 (—1 — 6ay + 2a; + 12arar) + %L (1 4 14ay — 2a; — 28aya)
+5¢7(2a — 1) + ,—“(1 —ap — Qag —|— 2aiap),
b = 5% (1 + 14ay, + 2a, + 28aar) + ( 1— 30ax) + 2£(1 — 2ay)
+;%(71 + ay + 2a, — 2akag),
b = 3?( — 30ay, + 2a¢ + 60aga) + (14 62ay, — 24, — 124a.a)
Jroc’“% (14+6ax—2a,—12aras)+ ﬁ(Qagfl)Jrﬁ%(1fak72ag+2akag)
co—cp <2< J54 béi) = sc;@w( 3+ 3ay + 4ay — 5aka4)
béi) = c—k(l ar—2a¢+4agap)+ (1 2aiap), bé4) = 10(1—2a¢+4agay),
b = 2L (1 — Gay + Baa) + 2"”@ L (—1 + ax, + 2a¢ — 10agay),
b&) = 5ci (=1 — 6ay, + 2a, — 4akaz) 50" (1+ lday, — 2a, — 12axay)
+5¢2(—1 + 2ay — 16axar) + —(1 — ag — 2ag + 18agay),
b = 5%(1 + 14ay, + 20, — 4aka4) + i (—1 — 30ay, + 32azay)
+5Cf (1 - 240 + 32apa) + 22 (-~ ) + i+ 2a¢ - 3dagay),
b3 = 2k (—1 — 30ay, + 24, — dagar) + S (1 + 62ay, — 2a; — 60agay)
+5”W (14 6ay, — 2as + 52axae) + T(zag — 1 — 64agay)
@(1 — ag — 2ay + 66agay)




Table D.15: Coeflicients for the function
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f5i(2) = npng (béj)z5 + béj)z + béj)z + béj)z + béj)z + bé]) + b( - > (ckcz)*:)'/2 for 2¢,/3 <
Ck < 30@/4.
’ Interval \ fs5j \ Coefficients
G <z< F f55 5?,) = 3fk6cz (=1 = ag + 2a; — agay),
bé45) = (1 —a — 2ay + dagag) + = ( 1+ 4ay + 2a; — 6agay),
b = 10(1 — 2ay + dagay),
b = 2 (1 — 10ay — 2a; + 12apap) + 2L (~1 + ay + 2a; — 10azar),
bt = 5c2(—1 — 6ay + 2a, — daga) + 5Ck( 1+ 18ay, — 16axay)
+5¢2(—1 + 2ap — 16a,ag) + %(1 — ap — 2a0 + 18agay),
b = 5% (1 + 14ay, + 200 — 4akag) + 36(1 - 3day, — 2a; + 36azar)
-|-5°‘Z (1 — 2a, + 32axay) + ( 1+ ay + 2a, — 3dagay),
b5 = 2%k (—1 — 30ay, + 20, — 4akag) + & (—1+ 66a; — 6dajar)
+5W (14 6ay, — 2a; + 52agar) + *E(~1 + 2a — 64agar)
—‘(1 — a — 2a; + 66agay)
F<z<c—% | fs6 bg%) = Scm (1 —3ar — 2a + 3agay),
bSe = 2 (ar — 1+ 2ag) + 2(~1+ dax + 2a — 6azay),
b = 10(1 — 20y + 4akag)
b2 = 2L (1 — 10a; — 2a¢ + 12arar) + 3c L(1 = ax — 2a, — 6agay),
bit) = 5ck( 1 — 6ay + 2a; — 4a;€ag) + 2 (—1 4 18ay — 16azar)
+5¢2(2a; — 1 — 16axar) + (ot;C — 14 2ay + 1dagay),
b = 55 (1 + 14ay, + 200 — 4a,€a¢) + 3¢ (1 — 34ay, — 2a; + 36aay)
+5C‘ (1 — 2ay + 32aka) + 2 2C (1 —ay — 2a; — 30agag),
bgY) = 3% (=1 — 30ay, + 20, — daar) + ﬁ(—1 + 66ax — 64ayar)
+5C’“C’~’ (14 6ay — 2ay + 52aa.) + ?(QCLg — 1 — 64agay)
+6C5 (ar — 1+ 2a; + 62agay)
cp— 2L <z<¢c | for bg‘? 3CkC/ (1 = 3ay — 3a¢ + 5agayp),
bg;) = 8 (a;c —1+4ay — dagar) + —(4ak — 1+ ap — 4dagay), bé‘? =10,
b2 = 20% (1~ 10ax — ag + 10agar) + 222 (1 — aj, — 10a; + 10azay),
bl = 50k( 1~ Gay) + 2 (18ay — 1+ ap — 18agar) + 52 (—1 — 6ay)
+5Cf (ax — 1 + 18ay — 18agay),
b = (1 + 1ay) + 3% (1 — 3day, — ap + 3dagar) + % (1 + 14ay)
+3c" (1—ay — 34ag + 3dagay),
b = Sgk (~1 - 30ay,) + 2 (~1 + 66ay, + ar — 66axar)
+5ckc‘ (1 + 6ag, + 6ag + 36axar) + %(—1 — 30ay)
+60k( 1+ ag + 66a, — 66a,ap)
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Table D.16: Coeflicients for the function

f5i(2) = ngnyg (béj)z + béj)z + béj)z + béj)z + béj)z + bé]) + b( - > (ckcg)*?’/2 for 2¢,/3 <
cr < 3ce/4.
’ Interval \ fs5j \ Coefficients ‘
e f58 6258) = SMM (1 — ax — 3ag + 3agay),
bg;) = o S (ar — 1+ 4ay — dagay) + 2 (ag —1), b(?é) =10,
béQS) = (2??;"( + 6ay — ag — Bagay) (1 — ag — 10ay + 10agay),
béy =53 (—1 — 6ay) + 56’“ (—1— 14ak —|— ag + 1dagap) + 5¢3(—1 — 6ay)
+5Cf (=1 +ap + 18ag — 18ayay),
b = % (14 14ay) + 2% (1 + 30ay, — a — 30axar) + % (1 + 1day)
erc" (1—a— 34ag + 3dayay),
bigY = 3% (—1—30a) + £& (—1 — 62ay, + as + 62axar)
+"0ka (1 + 6ay + 6(1[ +36akar) + 2L (~1 — 30ay)
—1—6%(—1 + ay + 66a, — 66agay)
ater <2< g fs0 | Same as fi9, see Table [D.12]
< z<cp+ % fs10 | Same as f410, see Table|D.12
ch+ % <z<c+% | fs11 | Same as fy11, see Table [D.13
cot+ 3 <z<c+cp | fsi2 | Same as fy2, see Table [D.13




Table D.17: Coeflicients for the function
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foj(z) = npng (b( ) .5 + béj‘.)z‘l + bé‘;’.)z?’ + bg)z2 + bg)z + bég)-) + béj_-l)z_1> (CkCg)_3/2 for 3ci/4 <
¢ < ¢p. For ¢, = ¢y, the function fg3 is equal to f1 of Appendix C in GO06.
’ Interval \ fej \ Coefficients ‘
0<z< 5% fer b(5 gf’fw( 14 ak + ar — agag), bgl) = (ak — 2aar) + i—?(l — 2ay, —
a¢ + dagap),
bég) =0, bézl) = 400"( 1+2ak+ag—10akag) (2aka4 ak), béll) =0,
béo) =5cp(1— 2ak+32akaz)+ ( 1+2ak+a5—34aka5)+1005’(ak—Qakag)
+3—(2aka5 —ak), b( y_ =0
Aok <z <o - fo2 bé‘? 3chcz( 3+ dag + 4ag — 6agay),
bg) = Tk(l — 2ay) + ?g(l — 2ay + 4agay),
%) = 10(1 — 2a, — 2ay, + daxay),
b(%) = 23055 (—1+ 2ay, — 16axa;) + 2300? (2a, — 1),
by = 562 (—1 + 2ay, + 2a; — dagag) + 2 (1 2ay, — 2 + dagay)
+5Cz( 1+ 2ay + 2a, — 4akap) 553 £(1 = 2a, — 2a, + dakae),
béoz) ‘)Ck (1 — 2ax + 2ay + 60agay) + ( 1+ 2ay, — 64agay)
5% (14 2ay — 2a — 4agar) + 22 (2@5 1),
bGY = 3ck( 1+ 2ay, + 2a; — dagag) + 67(1 — 2ay, — 2ag + dapag)
+501’“7204(1 — 2ay — 2ay + dagag) + 7(—1 + 2ay, + 2a, — 4dagag)
—I—GCk (1 = 2a — 2ay + dagay)
co—cp<z<ck—% | fe3 bé? = 3CM( 3+ 4ay, + 4ay — Tagay),
b(4) - B(1 = 2ay + 2apap) + E(l — 2ay, + 2agay),
%) = 10(1 — 2a, — 2ay, + Saxay),
b2 = 2% (20), — 1 — Bapap) + 26 (2a, — 1 - Sajay),
bé? = 5ck( 1+ 2ap + 2ap — 20akag) } (1 — 2ax — 2ay + 20axay)
+5CL,(—1 + 2ay + 2ap — 20akag) ﬁ(1 — 2ay — 2ay + 20agay),
bé%) = 56" (1 — 2ay, + 2ap + 28ayas) + ( 1+ 2ay, — 32axay)
+5°f (1 + 2ay, — 2a¢ + 28akag) + 2L (—1 4 2, — B2azar),
b5 = 2k (=1 + 25 + 2a; — 68arar) + @(1 — 2ay, — 2a; + 68aay)
+39L (1 — 20y, — 24, + 68apar) + L (—1 + 2ay, + 2a; — 68aay)
+ (1 — 2ax — 2a; + 68agar)
cr—4<z2<% fea béi) 3Ck6e( 3+ 3ay + 4ay — 5akag)
b(4) —k(l —ayp—2ap+4agag)+ (1 2aiap), b(i) = 10(1—2a¢+4agay),
b2 = 23?:;( 1 — 6ay, + Sagar) + 2 i L (—1 + ag + 20, — 10agay),
b&) 5c2(—1 — 6ag + 2ap — 4akaz) 56’“ (1+ 1day, — 2a, — 12axay)
+5¢2(—1 + 2a, — 16akay) —l— (1 — ag — 2ag + 18agay),
b0 = 5%(1 + 14ay, + 20, — 4aka1g) + % (—1 — 30ay, + 32azay)
-1-50‘Z (1 —2a; + 32axar) + ( 1 + ak + 2ay — 34agay),
bi3") = 3% (—1 — 30ay, + 2a, — 4akag) & (14 620y — 2a; — 60agar)
+2%0E (1 + 6ay — 20 + 52axas) + & (—1 + 20, — 6arar)
—|—60k (1 —ax — 2ay + 66agay)




Table D.18: Coefficients for the function
+ béj)z + béj)z + bé])z + bé])z + bé]) + b( Y- > (cree) =32 for 3c,/4 <
cr < ¢p. For ¢ = ¢y, the function fg7 is equal to fy of Appendix C in GO6.

fos(2) = mane

béj)zf)

’ Interval \ fej \ Coeflicients
F<z<¥% fos | by = 525 (—1 — ax + 2a, — ayay),
bgé) = a(l — ay — 2a¢ + dagay) + %(—1 + 4ay, + 2a¢ — 6agay), bé35) =
10(1 — 2ap + 4agay),
b2 = 2% (1 — 10ay — 2a; + 12apap) + 2L (~1 + ay + 2a; — 10azar),
bt = 5c2(—1 — 6ay + 2a, — dagag) + 5C'f( 1+ 18ay, — 16axay)
+5¢2(—1 + 2ap — 16a,ag) + %(1 — ag — 2a0 + 18agay),
b = 5% (1 + 14ay, + 200 — 4aka4) + 36(1 — 3day, — 2a; + 36azar)
+5°l (1 —2ap + 32axay) + ( 1+ ag + 2a; — 3dagay),
b5 = 2%k (=1 — 30ay, + 20, — 4akag) + & (14 66a; — 6dagar)
+5%Cf (14 6ay — 2a; + 52akar) + 2L (—1 + 2a, — 64aay)
—‘(1 — a — 2ay + 66agay)
G <z<co—% | fos bé%) = 3%@ (1—3ar —2a,+ 3akag)
bgé) = ( 14 ap + 2a;) + ( 1+ 4ag + 2a; — 6agag),
b = 10(1 — 2a + dagay),
b2 = 2L (1 — 10a; — 2a¢ + 12arar) + 36 (1 - ay — 2a0 — Bagay),
bl = 5ck( 1 — 6ay + 2a; — 4a;€ag) + 5L (1 4 18ay — 16azar)
+5¢2(—1 + 2a, — 16aay) + ( 1+ a + 2a¢ + 1dagay),
b = 5 (1 + 14ay, + 200 — 4akag) + 3 (1 — 34ay, — 2a; + 36ay.ar)
+5C‘ (1 — 2ay + 32akag) + 2 2C (1 —ay — 2a; — 30agag),
bgY) = % (=1 — 30ay, + 2a; — daar) + ﬂ(—1 + 66ax — 6dayar)
+5C’€C" (1+ 6ax — 2a¢ + 52axar) + %(—1 + 2ay — 64agayp)
+—(—1 + ak + 2ay + 62axay)
cp— 2L <z<c | for bé‘? 3%61) (1 = 3ay — 3a¢ + 5agayp),
bg;) = ( 14 ay + 4ap —4arap) + ( 1 —|— day, + ap — dagay), b(g) =10,
b2 = 20% (1 - 10ay, — ag + 10aka4) 0% (1 — ax — 10a; + 10azay),
biy) = 50k( 1~ 6ay) + 2k (—1+ 18a,c + ag — 18agay) + 5c2(—1 — 6ay)
+5Cf( 1+ ay, + 18ay — 18azay),
b = (1 + 1ay) + 35 (1 — 3day, — ap + 3dagar) + (1 + 14ay)
+3C" (1 — ay — 34ap + 34agay),
b = 3;k (—1 - 30ay,) + 2 (1 + 66ay, + a¢ — 66agar)
+5c’“c‘ (1 + 6ag, + 6ay + 36axar) + %(—1 — 30ay)
+6Ck( 1+ ag + 66a, — 66aiap)
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Table D.19: Coeflicients for the function

foj(2) = mane (b( )25 4 b+ B2 4 022 4 0+ b
c, < ¢p. For ¢ = ¢y, the functions fg19 and fg12 are equal to f3, and f4 of Appendix C in

GO06, respectively.

(0)
67

+ 0502

199

)(CkCg)_3/2 for 3c¢,/4 <

’ Interval \ fej \ Coefficients ‘
o <z < et fes bé? = 3c1k60@ (1 —ap — 3ag + 3axay),
4
bég) = %(271 + ap + 4ap — 4aka1g) + C%(;Ig — 1)7 b((38) =10,
bé? = 2??;" (1 + Gak. — ay — 6&]41@) 206[ (1 — ag — 100,@ + IOakag),

by = 5c2(—1 — 6ax) +

bis " = 3Ck( 1 — 30a) +

(—1 — 62ax + ag + 62agay)
3¢k (—1 - 30ay)

5%02 (1 + 6ay, + 6@[ + 36axae) +
+6ck ( 1 —+ ag + 66@[ - 66aka’e)

5% (-1 — 14ak + ag + 14agay) 4 5¢2(—1 — 6ay)
+502 ( 1+ ax + 18@[ — ].80,]415)

b = % (14 1day) + 25 (1 + 30ay, — a — 30axar) + % (1 + 1day)
302 L(1—ax - 34a5 + 3dagay),

C”TC" <z<e¢ feo | Same as fi9, see Table [D.12}

a<z<cp+ % fs10 | Same as fi410, see Table
ck+ G <z<co+ % | ferr | Same as fy11, see Table
cot+ T < z<c+cp | ferz | Same as fii2, see Table

D.12

D.13

D.13
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