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Abstract: Data-driven modeling methods are studied for turbulent dynamical systems with extreme
events under an unambiguous model framework. New neural network architectures are proposed
to effectively learn the key dynamical mechanisms including the multiscale coupling and strong
instability, and gain robust skill for long-time prediction resistive to the accumulated model errors
from the data-driven approximation. The machine learning model overcomes the inherent limitations
in traditional long short-time memory networks by exploiting a conditional Gaussian structure
informed of the essential physical dynamics. The model performance is demonstrated under a
prototype model from idealized geophysical flow and passive tracers, which exhibits analytical
solutions with representative statistical features. Many attractive properties are found in the trained
model in recovering the hidden dynamics using a limited dataset and sparse observation time,
showing uniformly high skill with persistent numerical stability in predicting both the trajectory and
statistical solutions among different statistical regimes away from the training regime. The model
framework is promising to be applied to a wider class of turbulent systems with complex structures.

Keywords: turbulent systems; machine learning; multiscale modeling; long short-term memory

1. Introduction

Extreme events and the related anomalous statistics are fascinating phenomena
universally observed in a wide class of natural and engineering systems [1-5]. An
active, contemporary topic with a grand challenge is understanding, predicting, and
controlling such events using qualitative and quantitative models [6-10]. Dynamical
systems with extreme events are often characterized by strong internal instabilities and
the competing effects of coherent large-scale structures and multiple interacting small-
scale processes [11-13]. The accurate quantification of such features requires solving
complex nonlinear equations among different parameter regimes to draw a complete
picture of the statistical solution profile. Direct strategies by explicitly resolving all the
scales with many repeated evaluations become inefficient and often impractical due to
the very high computational overload [14,15]. Effective modeling and parameterization
methods are still needed to capture the key dynamical features with computational
efficiency and robustness to the noise errors amplified by inherent instabilities.

Data-driven modeling using machine learning ideas [16-19] has become one appeal-
ing approach to learn the unresolved physical processes given sufficient data covering
complete solution regimes. Such data-driven strategies have shown potential in recovering
unresolved subscale dynamics which are difficult to derive via first principles [20-22], or
suffer high computational cost in direct approaches [23-27]. The increasing amount of
observational data further helps the development of various data-driven models to advance
the understanding of the underlying physical mechanisms and thus to provide fast and
accurate solvers [28-32]. In the case of learning model dynamics showing extreme events
and anomalous statistics, however, the available data for training are often restricted with
incomplete observations (such as a limited dynamical regime and sparse measurements)
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and are polluted with various model errors (such as amplified noise and uncertainties
from the model instability, as well as the imperfect model approximation). The challenge
remains to find a universally applicable model framework with uniform prediction skill
among different statistical regimes that are beyond the limited training dataset. Large
model uncertainty and exponentially growing model error often lead to the breakdown of
long-time prediction typical for complex turbulent systems without a complete physical
understanding. An effective model of turbulent dynamical systems requires computational
stability against noises and perturbations.

In this paper, we aim to investigate useful machine learning techniques to recover the
unresolved components of complex physical systems with coupled multiscale processes. In the
development of new machine learning strategies, it is useful to start with simplified prototype
models, where the key dynamical structures of interests can be identified for a thorough
understanding. We propose a group of unambiguous models for both the understanding of
key dynamical structures in generating the representative extreme phenomena, and also the
development of effective machine learning strategies based on explicit physical structures. The
unambiguous models are drawn from geophysical turbulence [33-35], and accept analytically
tractable conditional Gaussian structures incorporating essential processes of multiscale flow
interaction and the turbulent transport of passive tracers. The system generates representative
anisotropic flows with topographic blocking, qualitatively resembling those observed in
the midlatitude ocean and atmosphere [36-38], and passive tracer fields exhibiting strong
extreme events with skewed or fat-tailed probability distributions comparable to laboratory
experiments [6,29,37,39]. In addition, the model fits into the general conditional Gaussian
framework [32,40-42], which provides explicit analytic formulas by expressing the small-scale
variables as a group of Gaussian processes depending on the realizations of the observed
large-scale process. The explicit analytical formulas draw a detailed characterization of the
trajectory solution structures as well as the anomalous statistics. Based on the explicit solutions
of the detailed large—small-scale interaction mechanism, effective machine learning methods
are developed, only replacing the unresolved small-scale processes by data-driven models.
Such simple but comprehensive equations are shown to serve as a group of unambiguous test
models for the central problems in the development of data-driven strategies with various
datasets and model architectures.

Contributions of This Work

We introduce novel modeling strategies that are able to learn the hidden dynamical
processes coupled with multiple temporal and spatial scales. The neural network model
can be trained under a single set of data with sparse time measurements, and the trained
model is capable of predicting different types of extreme events and distinct statistical
features among various dynamical regimes where data are unavailable. By construction,
the new neural network architectures provide an accurate higher-order approximation of
the original dynamics informed of its essential physical structures. The coupled multiscale
processes are modeled efficiently by exploiting the conditional Gaussian structure and de-
composing the full model into smaller subsystems that are easier to be learned. In addition,
the model stability for long-time iterations is effectively improved through training with a
feasible loss function considering multistep outputs, including model errors.

In building the neural network model, the original long short-term memory (LSTM)
network [43,44] is improved by adding detailed inner connections to track the correlated
long-time history in the data from turbulent signals. The new neural networks are applied
for multiple small scales for efficient modeling, and the outputs for different scales are
combined in the explicit large-scale mean flow equation to introduce physics-based updates
to the learning process. We improve the idea in [31,32] to introduce the loss function for the
optimization procedure by combining the use of a new relative entropy distance [45,46] and
the standard mean square error. The calibration of model approximation errors is made to
focus on the dominant shapes of the turbulent signals instead of an exhausting fitting of
the unnecessary pointwise turbulent errors. With the combined contributions of the new
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designs of model architectures and loss functions, the proposed neural network model
overcomes the inherent difficulties of early divergence and large training errors common
among the traditional LSTM networks [17,47].

The neural network model is then tested on the proposed unambiguous model from
geophysical turbulence with the large mean flow interacting with two small-scale modes.
The model provides the simplest setup restricted to a two-mode interaction, while still
maintaining a variety of dynamical regimes displaying different types of extreme events
for testing the skill of the neural network. The neural network model focusing on the
small-scale processes is trained in one statistical regime from the available partial data.
Then, the trained model can be applied universally for various scenarios with distinct
non-Gaussian statistics. By applying the model to different datasets in the prediction stage,
we show the predictive capability in the trained model to recover the key dynamics from
incomplete data and limited information. The model also allows a sparse dataset with
longer time measurement steps, showing stable performance for long-time prediction. The
model with unresolved processes can be further generalized to a wider class of complex
turbulent systems [1,48,49] to construct computationally efficient, reduced models with
nonlinear high-order feedback [26,27].

In the rest part of the paper, the unambiguous model framework with explicit solutions
and representative statistical regimes is introduced in Section 2. The general machine
learning strategy to learn the complex dynamical processes is constructed in Section 3. Then,
the neural network model is combined with the explicit physical structures in the dynamical
system in Section 4 to capture extreme events and the statistical features. Numerical tests
are carried out in a two-mode topographic model in Section 5 as an illustration for the
scope of skill of the strategy. A summary with discussions for future research directions is
given in Section 6.

2. An Unambiguous Model Framework for the Investigation of Extreme Events

We first propose a group of prototype models with tractable mathematical structures
to serve as a clean testbed for the investigation of the various distinctive phenomena found
in natural systems. The models are constructed by including the key features in realistic
turbulent systems, such as a wide variety of extreme events and anomalous statistics
with fat-tailed or skewed probability density functions (PDFs). The prior information
of the dynamical system is then exploited for guidelines to design new neural network
architectures in the next sections.

2.1. General Formulation of the Unambiguous Mathematical Models

A general mathematical framework for a wide group of systems can be introduced in
the following abstract form for the multiscale states u = (ug, uy) € RM+N

du; =[Ap(t,u1) + A1(t, uq)up]dt + X1 (t, ug)dWy, 1)
dup =[By(t, w1) + By (t, u1)up]dt + X (¢, up )dWo.

Usually, u; € RM can be viewed as the observed slow process and u € RM as the
unobserved fast states in a much larger phase space N, > Nj. A conditional Gaussian
framework [42,50] is developed based on the general formulation (1), where u, can be
expressed as a Gaussian process given the complete history of u;(s) |s<;

p(uz(t) [ui(+)) = N(aa(t;ur(-)), Ra(t;un(+))),

where iy, R, are the conditional mean and covariance matrix depending on the realization
of uj. This implies that the final probability distribution for the process u, can be expressed
as a mixture conditional on different realizations of the ‘observables” u;. Still, the full
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probability distribution of the system (1) could be highly non-Gaussian as a combination of
all the probability realizations from the above conditional Gaussian structure

plus,t) ~ [ ploa(t) [wr)dp(un)

where j(uy) is the probability measure for the entire observed process uj(s),s < t. Asa
further comment, many realistic turbulent systems such as those found in climate forecast
may not exactly follow the conditional Gaussian structure (1). Therefore, usually, additional
approximations are needed with the introduction of imperfect model errors.

Topographic Barotropic Model with Large-Scale Mean Flow Interaction and Strong
Small-Scale Feedbacks

We focus on a special group of the general model framework (1) with reference
to geophysical turbulent flows. The topographic barotropic system [33,34] models the
complex interactions of a large-scale mean flow U and small-scale vortical fluctuations g in
quasi-geostrophic turbulence

?

ST+v-Vg = DA)+E, (2a)
du _ [on .,
G = —dul+Fu (2b)

The topographic model is defined on the two-dimensional doubly periodic plane
x € D = [—7, 7] for simplicity, with the potential vorticity g, stream function ¢, and flow
velocity v defined as

q=V2 +h+By, p=—-Uly+y, v=Vip=(U-23d,y,y). €)

Above, the small-scale stream function ¢’ is separated from other large-scale terms.
There exists a multiscale coupling between the small-scale fluctuations (2a) and the large-
scale uniform mean flow (2b) through the domain-averaged quantity f 94y’ = |1ﬁ| Jp Ly

with |D|, the computational domain area. The model (2) combines several crucial features
in geophysical turbulence [1,35]: the effects of topography (h), rotation (), external forcing
(F;, Fu), frictions D(A) for the fluctuation states (for example, Ekman drag r and higher-
order dissipation vA?) and linear damping d|; acting on the large-scale mean flow U. It is
easy to check that the model fits into the general framework (1) by setting u; = U as the
large-scale mean flow and uy = g for all the small-scale processes.

Using the flow solution of (2), we can introduce an additional equation modeling the
turbulent transport of passive tracers through the advection and diffusion of the passive
tracer density field T(x, t)

aa%-ﬁ-v-VT: —drT + kAT, 4)
where the advection flow v = V+¢ is provided by the velocity solution in (3), and the tracer
field is subject to damping and diffusion effects due to parameters dr and x on the right-
hand side. A wide variety of properties are found and analyzed under this tracer frame-
work (4) for both theories and applications in turbulent transport and diffusion [6,29,51].
Again, the tracer Equation (4) can be also categorized into the general framework (1) with
up; = T and no direct feedback to the flow state u; = v. Instabilities and uncertainties are
introduced through the multiscale interactions [35,52] in the above flow system (2) as well
as the passive tracer field (4). The prediction of both the large and small processes from the
partially observed data and unknown dynamics forms a general challenge for the accuracy
and stability.
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Despite the simplicity, the stringent paradigm models for multiscale coupled flow
(2) and passive tracer (4) fields exhibit complex statistics characterizing a number of
crucial realistic phenomena, such as the atmospheric blocking, topographic instability, and
nonlinear energy transfer through scales [1,33]. The tractable dynamical structures in the
simplified models enable a series of detailed analyses for the mathematical understanding
of various physical processes [24,35] and the construction of comprehensive computational
strategies [29,34,53].

2.2. Analytical Solutions from the Conditional Gaussian Models

Still, the model (2a) couples all the small-scale fluctuation modes through the nonlinear
advection term on the left-hand side. This will lead to very complex dynamical structures
for the analysis. Here, in order to find more analytically tractable solutions, we propose
further simplification to the original system so that we are able to focus on the most
important mean—fluctuation interactions in determining the final flow structure.

Starting from the topographic barotropic model (2) and the corresponding passive
tracer Equation (4) on the periodic domain D, we project the states of the flow velocity field
v = dyp and the tracer density field T on the Fourier spectral space by

o(xt) = Y o (t)e™X, T(x,t) = Y T (£)e™™ + ay. (5)
k k

Above, the layered topography [29] is applied along one characteristic wavenumber
direction 1 with [1| = 1 (for simplicity, we take Iy = 1,1, = 0 in the following analytical
results without loss of generality). In addition, a background mean gradient profile ay
along the y direction is assumed for the tracer density field. The layered topography
eliminates the nonlinear interactions between the fluctuation modes, thus enabling us to
focus on the coupling effect between the large and small scales. Then, we aim to find
the trajectory and statistical solutions of the following coupled flow system under the
spectral representation.

doy ./, AT . i
T Z(k B— kU) O + U = —di 0y + 0 Wi, (6a)

du .. ,
k

Above, through orthogonal projection (5), the linear terms are decoupled into each
spectral mode 9 (). The integration representing topographic stress on the left-hand side
of (2b) becomes the summation over all the spectral modes from the inner product. In
particular, the nonlinear coupling between small-scale modes in (2a) vanishes due to the
assumed layered topography along one wavenumber direction 1. The additional unresolved
effects are summarized in the white noise as F, , = Uv,ka and F; = oyWp. Accordingly,
the associated passive tracer equation is given by

dTf; . A
o = (k= kUD) T — aty, (6)

with y7 =dr + xk? and white noise amplitudes ¢, x, 0y defined for small and large scales.
The shear flow modes © serve as a forcing on the passive tracer mode T; induced by
the mean gradient &. The detailed derivation of the equations and their properties are
discussed in [6,29,34] with many applications.

In particular, we refer to the large-scale mean flow U as the ‘observed state’ that is
measured at a time frequency At (note that this is usually much longer than the admissible
integration time step in the direct numerical scheme); the small-scale velocity modes 9
with important feedback to the mean flow equation are treated as the unresolved states. In
the following sections, the neural network model is designed to predict all the unresolved
small-scale processes 9, Ty without pre-knowledge of the original dynamical model (6a).
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And together with the neural network output, Equation (6b) can be used to update the
solution of the large-scale U with different noise levels oy;.

2.2.1. Explicit Solutions to the Topographic Model with Damping and Stochastic Forcing

The conditional Gaussian structure in the spectral flow and tracer model (6) enables to
derive closed analytic formulas for discovering the typical properties in the topographic
flow field and passive tracer solutions. It shows that the statistics in the velocity and tracer
modes ?, Ty in (5) can be determined by the statistics in U. These analytic formulas help to
provide an improved understanding of the rich physical phenomena observed in both the
flow and tracer fields, under which the machine learning models can be constructed. Below,
we list the main conclusions, where the detailed derivations can be found in Appendix A.

First, we can find the long-time steady-state solution when the initial state becomes
irrelevant. Following the decoupled dynamics from the diagonal coefficients of each
wavenumber (6a), the conditional trajectory solution of the steady-state small-scale mode
(that is, for t > 1 large enough to ‘forget’ its initial information) can be written as

t . R
o(tU()) = — /0 e~ 10s =) =R [ U (5)ds -+ 0 dWi(5)] (7)

with the coefficients v, = dy — ik 1fand U[s, t] = fst U(7)dt depending on one realiza-
tion of the zonal mean solution of U(s) during the entire time period 0 < s < t. Similarly
with the above formula for the shear flow solution 9y, the corresponding solution for the
passive tracer Equation (6¢) can be solved based on the advection flow

t . ~
T(U() = % et |t 1| [Ali(s)ds + o dWi(s) |, ®)

with the effective damping and dispersion relation yg x = Y1 x — Yo x- Note that the above
state solutions at time f are dependent on the entire history of the large-scale mean flow
U. The above explicit Formulas (7) and (8) for the trajectory solutions of flow and tracer
modes imply that we can recover the small-scale flow and tracer trajectories based on
the information from the large-scale mean flow information. This provides an instructive
guideline for the solution structures with the small- and large-scale interaction mechanisms.

2.2.2. Statistical Solutions for the Mean and Variance

Next, we compute the steady-state statistical solutions of the flow and tracer modes
based on the conditional trajectory Formulas (7) and (8). We assume that the large-scale
mean flow U reaches a statistical steady state with dominant leading order moments.
Therefore, the mean and variance of the small-scale modes can be written in terms of
the equilibrium mean U, variance ry;, and the autocorrelation function Ry of the large-
scale flow.

Using the leading order expansion of the moments, the mean state for the shear flow
modes can be computed by

t .
Oy = (Ok) = — fzk/ e_%/k(t_s)<e_’ku[5't]U(s)>ds
0
t i ©)
=— fzk/ el(kilﬁ_ku)se_dks_kzrum(S)(U — ikry Iy (s))ds.
0
Above, we denote U = (U), ry = <(U — U)2>, and the autocorrelation function

Ru(t) = r" (U(T)U(0)) (with (-) represents the statistical expectation at equilibrium).
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The time-dependent operators I;;, Ji; are computed from the integration of the autocorrela-
tion function R;

() = [ Ru@dr, Ju(t) = [ (- 0Ru(ie

Only the first two moments of the stochastic process U are used in the above computa-
tion of the statistical expectation <e’iku[s't] U(s)> Accordingly, the tracer mean state can

be also derived based on the statistics of the mean flow U in a similar fashion using the
trajectory solution

7 t
Tk = <Tk> = — Lhk/ e—”YT,k(t—S) |:e'YR,k(t—S) _ 1} <u(s)e—iku[s,t]>ds
TRk Jo 10)
A ]
S / e~ SR (S) o= IKUS (pYRES — 1) (1T — ikry Iy (s) )ds,
TRk Jo

with the new dispersion relation g y = y1x — Y5,k Thus, we see that the tracer and flow
means 7 and Ty are closely linked. The second-order moments of the flow and tracer
modes can be computed by multiplying the corresponding states on both sides of (7) and
(8) depending on the statistics and time correlations of the zonal mean flow statistics of U.
Then, the flow velocity variance r,, for each mode becomes

o= (10 = 55l

The tracer variance ry, = (|T¢|?) can also be found similarly. The above expres-
sion for the variance is linked to the triad correlation of the large-scale steady-state flow

2y 2’flk’2%e /O N e<d’<+ik_lﬁ)T<U(O)U(T)e_iku[o'ﬂ>dr}. (11)

<U(O)U(T)e_iku[0'f] > We can compute the expectation in terms of the statistics in the

mean flow, that is, U, 7y and Ry;. The explicit expression can be found in Appendix A.

From the above explicit formulas for the flow and tracer statistics, we observe the
already complicated structures in the leading statistics from coupling between large and
small scales as well as the flow and tracer interaction. In particular, in order to resolve
the mean and variance of the small-scale flow and tracer modes, it shows that detailed
higher-order moments are required from the large-scale mean state U. This often demands
huge amounts of data and expensive computational cost to achieve a desirable accuracy.
On the other hand, the above mean and variance Formulas (9)—(11) with the conditional
Gaussian structures imply that the essential leading-order statistical information among all
small-scale processes can be recovered from the statistical measurements in the large-scale
mean flow. The informed statistical solutions can offer crucial guidance for the construction
of combined physics and data-driven models in the following section. Therefore, machine
learning strategies will be designed to find the unresolved small-scale dynamics directly
from data, while explicit physics equations will be used for capturing extreme features in
the large-scale mean state. In particular, the trained machine learning model can greatly
reduce the computational cost of directly running the expensive full model, and provide an
efficient alternative way to predict the small-scale processes without the further requirement
of intense data.

2.3. Different Statistical Regimes of Flow and Tracer Fields in the Two-Mode Model

Before the construction of data-driven models to learn the turbulent dynamics, we
first illustrate the typical dynamical and statistical structures found in the flow and tracer
solutions using direct numerical simulations. The above analytical Formulas (7) and (8)
show that the flow and tracer models reach various dynamical regimes relying on mean flow
statistics in U, while from the mean flow Equation (6b), the solution of the zonal mean flow
U in turn is determined by the combined feedback from the small-scale fluctuation modes.
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Here, we choose a prototype two-mode topographic model under the simplest setting
using only two Fourier modes, k, 2k. Accordingly, a two-mode topography can be adopted
as a combination of the two scales

h = Hj(cos kx + sinkx) + Hp(cos 2kx + sin 2kx)

The two-mode system includes five coupling modes (U, 911, 947) for the flow equa-
tions and (Til, Tﬂ) for the passive tracer state. This simple two-mode formulation keeps
the central interaction mechanism between the mean flow and fluctuation modes, which
is still able to create a wide range of remarkably different statistical regimes representing
different kinds of extreme events. Therefore, we use this model as a basic test model to
display the various distinctive statistical regimes, and then as a standard testbed for the
design of neural network architectures in the following sections.

To illustrate different model statistics, our strategy is to modify the major driv-
ing effect from the topographic stress H = H; = 2H;. The other model parameters
are fixed as f = 2, dy = dy = 0.0125, oy = 0} = 21% for the flow equations, and
dr = 0.1, x = 0.001 for the tracer equation. These parameters are picked according
to [34,42] to simulate realistic climate scenarios. The typical trajectory solutions from
direct numerical simulations are shown in Figure 1 with different topographic forcing
strengths H. We observe the distinct dynamical structures under this simple two-mode
model setup. With a weak topographic stress H = 1, the mean flow displays a slow
varying time scale with intermittent extreme values on the negative side. Strong extreme
events are triggered in both the small-scale flow and tracer states as the large-scale U
reaches regimes of positive values. In contrast with a strong topographic stress H = 10,
the mean flow U develops a fast oscillating time scale on top of the slow transiting pack-
ages of extreme events. The time scale difference appears more obvious between the
flow and tracer fields. The tracer modes show a much slower time scale in comparison
with the flow modes, and strong skewness with multiscale structures.

time series of the topographic barotropic flow solution H =10

. | . L ! I 1
1000 1500 2000 2500 3000 3500 4000 4500
T T T T T T T T

1 1 1 1 1 1 1 1 1
500 1000 1500 2000 2500 3000 3500 4000 4500
T T T T T T T T T

L L L L L L L L L
500 1000 1500 2000 2500 3000 3500 4000 4500
e

real

time series of the passive tracer solution H=1 |—
T T T T T T T imaginary

Y
M|

0 4000 4500

. 1 . . . . . . . el Il A R |
0 500 1000 1500 2000 %500 3000 3500 4000 4500 0 500 1000 1500 2000 %_500 3000 350
ime ime

Figure 1. Time series of the flow and tracer trajectory solutions in the two parameter regimes with
weak topographic stress H = 1 (left) and strong topographic stress H = 10 (right).

For a detailed comparison of the solution statistics, the probability density functions
(PDFs) and autocorrelation functions (ACFs) are shown in Figure 2 for the two topographi-
cal regimes. In the strongly forced regime H = 10, the mean flow U displays near-Gaussian
statistics, while both the flow v and tracer T modes generate highly skewed PDFs. The
fat-tailed or skewed PDFs are generated due to the uncertainty in the mean flow field
U interacting with the small-scale conditional Gaussian processes 9 or Ty. In the auto-
correlation functions, strong scale separation is also found with a fast mixing oscillating
process in the flow states for both U and v, while the tracer modes for T have a much more
slowly decaying mixing process. This can be also observed in the time series in Figure 1.
In contrast in the weak topography case H = 1, the mean flow U develops fat-tailed
non-Gaussian statistics in the PDF. The small-scale flow and tracer modes also display fat
tails consistent with the time series. In the autocorrelation functions, the mean flow U has
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a much slower mixing rate in comparison with the fast-mixing modes in both the flow
and tracer. The strong scale separation makes it very difficult to learn the complete model
dynamics purely from data. It requires the accurate modeling of all scales at the same
time during the training of the data-driven models to correctly represent the dynamics and
maintain a stable scheme.

" PDF of U PDF of F{ev1 PDF of F{ev2 PDF of F{eT1 PDF of F{eT2
10° 10° 10° ~ 0° —-
72 \\\ // \* / R ,/ \\\
’ ’ ’ \\
-10 0 10 -4 -2 0 2 -4 -2 0 2 1.0 1 2 -1 0 1 2
U Rev, Rev2 ReT, ReT2
; ACF of U ; ACF of v, ; ACF of v, ; ACF of T ; ACF of T,
0 0 05 05 05
0
-1 -1 0 0
0 5 10 15 0 5 10 15 0 5 10 15 0 200 400 0 200 400
time time time time time

(a) strong topographic stress H = 10

100 PDF of U PDF of Rev, PDF of Rev, PDF of ReT, PDF of ReT,
10° o° 10° p i10°
7 A N 7 A) 7 2\ d \\ 4 \\
% N 4 \‘\ ,'l A ,'I \ ,’l 2
20 10 0 10 5 0 5 -4 2 0 2 4 =2 0 2 2 0 2
u Flev1 Rev, ReT1 FXeT2
AGF of U ACF of v, ACF of v, ACFof T, ACFof T,
1 1 1 1 1
0.5 \ 0.5 \/\,\\ 0.5 0.5 \/\,\\0.5
0 0 0 0 0
0 200 400 0 10 20 0 2 4 0 10 20 0 2 4
time time time time time

(b) weak topographic stress H =1

Figure 2. PDFs and ACFs for flow and tracer states with strong (upper) and weak (lower) topographic
stress H. The results for large-scale state U and the leading small-scale modes 9y, Ty are compared.
The Gaussian fits of the PDFs with the same mean and variance are plotted in dashed lines.

3. Neural Network Architecture for Correlated Dynamical Processes

In this section, we describe the general neural network architecture to learn the
correlated dynamical processes in turbulent systems. Based on the model framework
in Section 2, various statistical regimes can be found from the same dynamical model
depending on different sets of data in the large-scale state. The main goal here is to
construct an effective machine learning model to capture the complex dynamics in a
uniform fashion among different statistical regimes. In the following, we propose several
new structures to the basic long short-term memory (LSTM) network [43] for modeling
dynamical updates with long measurement time interval At. A new set of loss functions
based on relative entropy is also proposed to respect the turbulent nature of the extreme
solution trajectories.

3.1. Architecture of the Neural Network Model

First, we provide a brief description of the main components in the neural network
model designed to approximate a continuous dynamical system in the general form

dy _
ar =St (12)

where y € R" is the target state to be predicted and x € R? represents all the re-
lated input variables (explicit examples for the input and output data are shown next in
Section 4 using the topographic model). f is the unknown dynamical map to be learned
by the machine learning scheme from data. Adopting the general dynamical structures
of the form (12), the neural network architecture is designed by (i) a residual network
to approximate the increment at each time step; (ii) an LSTM chain to incorporate the
correlated time sequence; and (iii) a multistage link inside each LSTM cell to capture the
coupled dynamics in the model.
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3.1.1. Residual Network to Capture the Dynamical Model Update

In the first place, for the machine learning approximation of the dynamical increment
in (12), we adopt a residual network structure for the time increment of the unresolved
dynamical functional

vy =y + At (X X)), (13)

Above, fM . R¥™ _, R" is the neural network approximation for the unknown
dynamical model f. The input data consist of a correlated sequence of measurements
{x; f;tl_m with x; € R evaluated at m time instants ahead of the prediction time ¢, and the
new target state y; € R" is predicted for the next measurement time f from its adjacent state
y:t—1. In neural network predictions, multiple previous time steps {X¢—, - - - ,X;—1} are
taken together as the input to include long-time correlations from the data. The updating
time step At = t,,11 — t; is determined by the two adjacent measurements x,, and x;,1,
and is usually longer than the integration step dt required for numerical stability in the
direct numerical scheme of the original system (12). In addition, the input data sequence
{x;} may also include measurement error and the integrated model error from the output
in the previous prediction steps.

3.1.2. LSTM Network to Approximate Time-Correlated Unresolved Processes

To accurately present the time series with a long memory and correlation time, we start
with the basic structure of the LSTM network [43,47] for the realization of the increment
updating functional f¥. The LSTM network consists of m LSTM cells h;; = Lc(x;, h;; W)
with the same structure and parameters W. The cells are connected by the intermediate
hidden state h; € R". The long-time correlation is represented by feeding the sequential
data into each cell element accordingly. The full LSTM chain is linked by the m sequential
cell structures (the connection is illustrated in Figure 3).

[

LSTM

-G\ e () .

Figure 3. [llustration of the connection for the LSTM chain and the inner structure in each LSTM cell

with three inner stages of the same structure.

h,, = Lc(m){ho;xt,m,- o Xp—i, o, Xp—1} = Le(xg—1) o+ - - Le(x4—;) - - - o Le(X¢—m ) (ho). (14)

In the above LSTM chaini = 0,--- ,m — 1, the input data x;_,,;; are fed into the
corresponding i-th LSTM cell, and h; is the hidden state output from the previous cell i — 1
and input for the next adjacent cell i. For simplicity, the initial value of the hidden state is
often set as zero, hy = 0 (the model dependence on the initial value appears weak with a
LSTM chain of moderate length m from the numerical tests). The final hidden state output
h;, from the last step of the LSTM chain goes through another single layer of the fully
connected network to give the model approximation of the dynamical increment for f

M (T(thm + bf), (15)
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where W/, b/ are the linear map and bias coefficients of the final layer, and ¢ is a nonlinear
activation function, such as the rectified linear unit (ReLU). The detailed structure for the
LSTM cell with multiple gates is listed in Appendix B.1.

3.1.3. Modified Connections in the LSTM Cell Admitting Dynamical Structures

To adapt to the dynamical features using the LSTM net (14), we introduce additional
modifications to the standard architecture. Considering that we usually have measurements
at a larger time interval At, it is useful to introduce multiple inner update stages as the
unresolved intermediate time steps to achieve higher-order accuracy in the final neural
network output. In addition, using a single-stage update with the original LSTM will often
lead to quick divergence in time iterations due to the inherent internal instability in the
turbulent systems (such as the direct numerical tests in [27]).

We introduce a multistage structure in the one-step time update in each LSTM cell
Le(x, h). The idea is to fill in multiple unresolved finer time stages inside the large mea-
surement time step At of the available data. It is comparable to introduce a higher-order
integration scheme for the discretized dynamical Equation (12)

t+At s ’
Viiar — Yt = /t f(x(1))dt ~ Z by £y
=1

Inside each LSTM cell for a one-step update of size At, we can generalize the cell
structure to link concatenated basic layers of the inner connected LSTM units. It corresponds
to building a multistage scheme in updating the present state to the next time step with a
higher-order accuracy. Therefore, inside each LSTM cell i with input data x; and the input
hidden state h;, we can compute multiple output layers for each layer outputj=1,---,s

1

, i1
hz(]) — LSTM (Xi/ Z ajlhl(l)> i h(o) = h;. (16)
1=0

Above, aj are learnable model parameters for the i-th layer output. The intermediate

stage outputs {h(o), oo, h0-1) } are stacked together with the coefficients a;; as the input

for the next stage j. The model parameters in the LSTM units are kept the same for different
stages j = 1,---,s since it is aimed to approximate the same dynamical functional f
ultimately. Thus, the total size of the model parameters is not increased. The final hidden
state output of this cell is computed with the combination of all the hidden layer outputs
along the series of LSTM predictions:

S .
i = Y bh7, (17)
j=1

whereas the additional coefficients 4, b; are added to the training parameters altogether,
learned directly from the data in the optimization process.

In summary, the neural network model consists of the LSTM chain (14) with m inputs
from the previous measured states x;_;,i = 1, - - ,m along the time series to approximate
the dynamical increment f™ ~ y; — y;_1 at the next prediction time instant t. Importantly,
the inner cells in the LSTM chain adopt the additional multistage scheme (17). The addi-
tional structures introduced in the model are shown to effectively improve the accuracy
and robustness in both the training and prediction stages. The neural network connections
are illustrated in Figure 3 for the entire LSTM chain and the inner structure of each cell.

3.2. Different Metrics for Calibrating the Loss Error

The last issue for the construction of the neural network is to define a proper loss
function L measuring the error in the model prediction y™ compared with the target y'.
In training the LSTM network (14), though only the last output is used for the prediction
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of the next state, the intermediate cell outputs also produce meaningful predictions for
the earlier states (that is, the cell i with input x; can give a prediction for the state y; for
i < m). Therefore, we measure the output sequence of the last I outputs (for example, the
second half [ = m/2) in the error metric.

The proper choice of a feasible loss function L also plays a crucial role to guide the
optimization procedure to an efficient convergence with emphasize on both the multiscale
temporal structures and the occurrence of extreme events along the time series. We compare
three different choices for the cost L(x,y) to calibrate the difference between the model
output x = yM and the truth target y = y*:

e The L, distance:

2 _ 1 ¢ 2
L(oy) = x-ylE = 37 Y1~y (18a)
j=1
*  The relative entropy loss:
Lxi(x,y) = — Z Zy”i] log =—; (18b)
M55 7
1

*  Mixed loss by an Lp-relaxation with the relative entropy loss:

Liix(x,y) = Lxp(x,y) + aLa(x,y). (18¢)

The L, distance (18a) measuring the mean square error is the most common choice of
loss function, comparing the pointwise measurements of errors. In the case with data from
turbulent models, small fluctuations in the solutions may end up with an unnecessarily big
contribution in the L; loss. The pointwise measurement thus may add too much emphasis
on the accumulated errors from small turbulent fluctuations. On the other hand, we aim
to capture the dominant emerging features such as the extreme events. Thus, the relative
entropy loss (18b) enjoys the advantage of focusing on the main coherent features of the
solution invariant under small shifts in the extreme value locations. The input data in (18b)
are also rescaled and measured separately from the partition functions ili = %,
with Ty > 0, T- < 0 weighting the importance of the positive and negative extreme values
as suggested in [31].

The mixed cost function in (18c) is shown to enjoy the advantages of the two forms of
cost functions (18a) and (18b). The combination accounts for both the small-scale fluctuation
and the dominant extreme events in the turbulent solution. The Ly-relaxed form is useful to
fit the various small-scale structures in the solution, while the relative entropy emphasizes
the extreme values in the solutions. In practice, the parameter « can take a relatively small
value just as a penalty term (we pick « = 0.1 in all the following numerical experiments as
an empirical choice from different tests; it is worthwhile to carry out a systematic study
for the choice of this parameter). The modified model with the above multistage inner
connection in the LSTM cell is show to allow a larger learning rate in the stochastic gradient
descent process, so it enjoys faster convergence and stability compared with the original
models. The method is shown to be fairly robust to the choice of hyperparameters.

4. Learning Multiscale Dynamics Informed of the Physical Model

Now, we apply the general machine learning model discussed in Section 3 for the
prediction of multiscale dynamical systems with extreme events. The clean structures in the
unambiguous model (6) provide a desirable testbed with rich statistical features. According
to the conditional Gaussian properties shown in Section 2, the neural network is designed
for multiscale processes with unstable interactions. The optimized network is shown to
have robust performance among different statistical regimes (explicit examples will be
shown next in Section 5). The strategy is also generalizable to a wider class of complex
systems with interacting scales.
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Bt + AF) =0 (t) + EL(U(), 9¢) = D(t) + /tHAt{ [i(k71p — kU) = di] 6 — et s,

t+At
Tk(t + Ai’) = Tk(t) + PkT(U(),Z’jk, Tk) = Tk(t) + /t [(-’)’le — lkU)Tk — a?}k} ds.

4.1. General Model Setup and the Neural Network Model

For the topographic barotropic model (6), depending on the realization of the large-
scale mean flow solution U, the trajectory solutions for the flow and tracer modes can be
computed by integrating the exact Equations (6a) and (6¢)

(19)

Above, we use I and £ to represent the unresolved dynamics in the fluctuation
modes in different scales. The tracer modes T}, are passively advected by the advection flow
field (U, v), while the flow modes 9 also give a combined contribution to the evolution of
the large-scale mean flow state U. With solutions for the unresolved states, we can then
compute the zonal mean flow solution by directly integrating Equation (6b) forward in time

t+At S
U(t+At) =U(t) + /t fu(v)dt+ oy Yy AWy;. (20)
j=1

Above, the deterministic component on the right-hand side of the equation is sum-
marized in the operator fi;(v) = Y, h{9x — dyU. The first term represents the topographic
stress from the combined feedback from all the small-scale modes, and the second term
serves as a friction from the boundary. The last white noise forcing introduces additional
uncertainty to the system with different noise amplitudes oy;. In addition, the time integra-
tion about fi;(v) also includes model approximation error since we only have the model
output from the neural network at two adjacent time measurements at t and ¢ + At, and
the data observation time At is often larger than the desired integration time step dt.

We then apply the general neural network framework (13) to the specific set of
Equation (19) for both the flow and tracer modes. In practice, the input data can be chosen
to include all state variables, including both large- and small-scale flow and tracer modes
X = {U, Ok, Tk}, and the prediction targets are set as the unresolved small-scale flow and
tracer modes y = {0, Tk} at the next prediction time among all the wavenumbers k. The
length of the LSTM net m can be determined according to the decorrelation time of the state
so that mAt ~ Tgecor, Where Tgecor = | R(s)ds is the integrated autocorrelation function
characterizing the mixing time scale.

4.1.1. Decoupled Neural Networks for Multiscale Dynamics

As we have shown in the model analysis in Section 2, one of the main challenges
in learning the turbulent dynamics is to resolve the strong scale separation between the
coupled processes. The smaller scale mode with a larger wavenumber usually exhibits
faster mixing time and smaller variance (see from the explicit formulas and numerical
examples in Section 2.3). For efficient modeling, we can decompose the high-dimensional
systems according to the different scales, and propose a neural network model focusing
on one specific scale structure so that the multiscale structure is better represented. The
resulting neural networks also become easier to train since we decompose the large system
into several smaller subsystems, requiring fewer model parameters.

Exploiting the conditional Gaussian structure, small-scale modes 9, Ty in (19) become
decoupled conditional on the large-scale mean state U, while the mean state U is updated
by the physical model (20) from the combined feedback from different scale modes. In
particular, for the two-mode model, it is natural to propose two separate neural networks
for the wavenumbers for capturing different scale dynamics which are coupled finally
through the large-scale dynamics of U. The general framework for learning the dynamical
structure of the two-mode topographic barotropic system (6) can be modeled together
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using the multiscale neural network models { fM} and the explicit physical dynamics for
the observed large-scale state U

Vi1 (k) = yu (k) + M ({xn—mn (k) }; W); (21)
Uy = Uy + MFg({Ynns1}) + ouVALe,. (22)

Above, the neural network model fM in (21) is used to learn the detailed single-
scale dynamical updates in each small-scale mode. The large-scale dynamics is integrated
explicitly using the physical dynamics from the output data of the neural network. Thus, the
true large-scale physical dynamics can be introduced directly to the training model. Fi;(y)
gives the approximation for the deterministic integration, while additional uncertainty is
introduced from the white noise forcing ¢. For computing the explicit integration, we use
the mid-point rule combining the input and output data

t+At
MFu(nnin) = [ fulo)de = 5 [fulon) + fulon), @)

where v, is the model input and v, is the model prediction at the next time step for
the numerical integration of the term f;(v) in (20). In this way, the predicted state U will
incorporate information from the neural networks and the large-scale physical process.

As a remark, above, we apply the neural network to the example of the simplest
two-mode model so that we are able to carry out a detailed investigation for the various
features in the neural network model using the explicit model solutions. However, the idea
for modeling multiscale structures can be easily generalized to higher-dimensional systems
with multiple interacting scales. For example, a high-dimensional system can be decom-
posed into block-diagonal subsystems using the conditional Gaussian framework [24,42].
Then, the neural network model can be applied to each block approximating a series of
subsystems focusing on different scales.

4.1.2. Multistep Training Loss Including Time-Dependent Data

Above, the model (21) and (22) gives a one-step prediction with a time step size At
for the long time series. In practice, we would like to use the trained network model
for long-time prediction even beyond the decorrelation time of the system. Then, there
comes the problem of numerical stability and robustness from the accumulation of model
approximation errors amplified through the repeated updating steps with strong internal
model instability. To address this issue, a multistep model output is used in optimizing the
loss function during the training process.

In training for the turbulent model with high degrees of instability, the loss function is
expected to guide the neural network to gain the skill to detect the occurrence of bursting
extreme events as well as the complex structures in the dynamical model. Therefore, instead
of simply training the model from a one-step output, we iterate the system (21) and (22)
forward in time up to 7 steps using the model output as the initial data for the next iteration.
The general form of the loss function can be designed by the total loss along the N updates
with the proper cost L in (18)

L= iwiL(F&)(x; w),y). (24)
i=1

Above, the LSTM model (21) is trained online, combining the output from the physics
model (22) during the time iterations. F 15/11) is the push forward operator from recursively
running the model up to nAt, and y(?) is the target state to be compared. The weights w;
offer a balanced calibration of the model output series. A convenient choice of the weights
is to use the autocorrelation function w; = |R,(iAt)| for the corresponding state in the
measurement. This provides a balanced quantification for the prediction error, where the
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prediction for longer future time is tolerated with the smaller weight w;. Note that the
‘multistep” training here involves time updating with 7 iterations, which is different from
the ‘multistage’ neural network architecture in Section 3.1 inside one time update At.

To exploit the conditional Gaussian structure of the two-mode model with different
statistics, we divide the data for training and prediction according to the large-scale mean
flow U. Based on the explicit solutions, data in a moderate regime (with a relatively small
white noise forcing oy;) are used to train the model parameter under the loss function (24).
The trained model is then applied to predict the solutions among different statistical regimes
from near-Gaussian to highly skewed PDFs according to different noise levels of oy; (see
the results in Section 5.3 and Appendix B). The model is shown to be robust to model errors
from multistep iterations and noise from the above multistep training strategy.

4.2. Metrics to Measure the Accuracy in Training and Prediction

Finally, the proper metrics should be proposed to calibrate the accuracy in the model
training results and predictions. In the training stage with a batch of M samples, the neural
network is iterated N steps for a sequence of model outputs at time ¢, = nAt,n =1,--- ,N.
One direct way to compute the training error is through the L, distance among all the M
training samples and in the N-step outputs. The batch averaged relative mean square error
(BMSE) can be defined as

2
M TN [y
BMSE = — ) —" m: - (25)

MET oy

where ygf)l

yt(rl.l) is the corresponding target state at time step ¢, = nAt. The relative error is normalized

is the model output in the i-th sample and at the n-th step model output, and

2
‘ where all the samples are summed with index i,

by the Ly-norm for the true state Hyt(zl)

and thus the BMSE error measures the training accuracy according to the total variability
among the batch samples.

In the prediction stage, we need to track the development of errors in time when the
solution is achieved by recursively iterating the optimized model using the outputs. First,
for the trajectory prediction for a long time series, we can calibrate the trajectory error at
each single prediction time ¢ by comparing the error with the equilibrium variance of the
state. The normalized mean square error (NMSE) for prediction accuracy can be defined by
the averaged error of M test samples

2
, (26)

1 M 2|l p(n) (1)
NMSE(n) = - 3~ oy 2| ElF (x0,) = w4
i=1

where Uf = <|yt |2> is the variance of the predicted state at equilibrium. F is the optimized

model operator, and the prediction at the time t = nAt from the initial state x¢ is computed
by iterating the model n times. Next, it is also useful to measure the statistical accuracy in
mean and variance from the statistical model with ensemble solutions. Therefore, we can
define the statistical mean error (SME) and statistical variance error (SVE) as

72\ 2
SME = |<Yrr<1>|y£2<§’t>2, SVE = <ym<>y£2<>yt >‘ 27)

Above, we use (f) = ﬁ Y M. fi to represent the statistical expectation computed by

averaging among the samples. (ym), (y) are the ensemble means for the model prediction
and target data statistics; <\y§n \2>, <|y{|2> are the variances about the fluctuation states
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y' =y — (y). Instead of the pointwise measurement of errors in (26), the statistical errors
in (27) calibrate the model’s skill in capturing the representative statistical moments in an
ensemble solution.

5. Predicting Extreme Events and Related Statistics using the Neural Network Model

In this section, we study the learning and prediction skill in the developed neural
network model guided by the tractable model framework of the coupled topographic flow
and tracer system. As analyzed in the explicit formulas in Section 2, the simple system is
able to generate a variety of regimes with distinctive statistics and various extreme events.
The new model architectures described in Section 3 are applied to capture the essential
multiscale dynamics in both the turbulent flow and passive tracer fields at the same time,
using a single set of data. In particular, we focus on two representative statistical regimes
with strong H = 10 and weak H = 1 topography (as illustrated in Figure 1).

The data are collected through a long-time simulation of the original topographic
model (6). The entire dataset is divided into two sections with short time trajectories for
training and a new set of long time series to check the prediction accuracy:

*  In the training stage, the time trajectory is segmented into batches of short sequences
for training the neural network model parameters. Usually, the model is only updated
a small number of steps of length nAt (say, n = 10 in the standard test case) for
efficient training.

*  In the prediction stage, the optimized model is used for prediction along a long time
sequence. The prediction model is iterated recurrently using the previous outputs up
to a long-time NAt (say, N = 50, 000 iterations).

In the training stage, a huge computational overload will be generated if we measure
the errors in the model outputs for too many iteration steps because we need to back-
propagate all the way to the first step in computing the gradient of the final loss function
(24). Therefore, a smaller number of model update # is preferred for saving memory
and efficiency. In the prediction stage, on the other hand, we need to keep iterating
the model output for the next forecast step to a long-time prediction time. Thus model
approximation errors will accumulate in time, and this requires stability in the constructed
model, especially for the highly turbulent regime with strong inherent internal instability.

In the benchmark model, we fix the standard model hyperparameters as the input
LSTM chain length m = 100, the hidden state in the LSTM cell 1 = 50, measurement time
step in the data At = 0.1 (which is 10 times the numerical integration step dt = 0.01 in
the direct numerical scheme). In the multistep training loss in (24), the training model
is iterated forward n = 10 times. This accounts for a time length T = nAt = 1 which is
still much shorter than the decorrelation time of the slow modes (see the autocorrelation
functions in Figure 2). The detailed neural network model configuration and parameters
are listed in Appendix B.2.

5.1. Training and Prediction with Different Loss Functions

First, we compare the training performance under different metrics of the loss functions
to measure the training error. During the training procedure, we generate a long time series
with 10,000 measurements in time, and divide the dataset into smaller batches with batch
size 100 to train each batch with 100 iterations. Then, the model is trained repeatedly over
the same data for 100 epochs. The learning rate starts with Ir = 0.005, and is decayed by 0.5
of its previous value twice, at epoch numbers 50 and 80.

Here, the models with same architecture and hyperparameters are trained under the
same set of data but optimized using the three different types of loss functions (18a)—(18c)
as the optimization target. The L, mean square error (18a) is the most common choice for
the error metric, while for training turbulent signals with intermittency and extreme events,
it is found that the introduction of the KL divergence (18b) is effective for capturing the
dominant extreme values [31]. In the mixed metric (18c) for loss, the KL divergence is still



Entropy 2024, 26, 522

17 of 34

taking the dominant role with the L, error creating an additional balancing effect with a
small weight & = 0.1.

The training errors under different loss functions are compared in the upper panel of
Figure 4. We compute the batch averaged mean square errors (25) for the flow and tracer
states during training iterations for the two test regimes with strong and weak topography
H =10 and H = 1. The BMSE represents the averaged relative error in the training batch,
so it serves as an index for training accuracy in each epoch. In general, all the three metrics
are effective to improve the model accuracy through training iterations. The mixed metric
gains the highest overall training accuracy among the flow and tracer states, and decays to a
smaller error value in a faster rate than that of the other two metrics. The faster convergence
implies that the mixed metric loss function is easier and more efficient to train to reach a
higher accuracy with much fewer required training epochs.

batch mse errors in training iterations H =1 batch mse errors in training iterations H =10

=== MSE 10

0 20 40 60 80 100 0 20 40 60 80 100 0 20 40 60 80 100 0 20 40 60 80 100
epochs epochs epochs epochs

(a) training MSEs with different topography strengths H

normalized mean square errors for flow & tracer H =1 normalized mean square errors for flow & tracer H =10
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Figure 4. Comparison of training and prediction errors under three different loss functions L for
optimization: L, loss (MSE), KL divergence (KLD), and the mixed loss combining these two. Training
iterations of the batch averaged mean square errors are shown in the upper panel with logarithmic
scale along the y coordinate. The prediction normalized mean square errors are compared in the
lower panel measured at recurrent predictions of 500 time steps up to T = 50.

Next, to check the prediction skill and stability of the trained neural network models
optimized under the three different loss functions, we compare the errors (26) under a new
dataset for the prediction of a relatively long time series of L = 500 steps (that is, up to time
T = LAt = 50 far beyond the model decorrelation time, see the autocorrelation functions
in Figure 2). The model prediction in the previous time step is used recurrently for the
prediction in the next time instant; thus, prediction errors will accumulate in time. One
important issue is to check whether the trained neural network model can stay robust to
the increasing level of errors in the input data. The lower panel of Figure 4 compares the
evolution of prediction errors during the time updates. In the weak topography case H = 1,
the three optimized models all stay stable within finite errors during the iterative updates.
Still, the optimal model trained with the mixed loss function gives the most accurate long-
time accuracy with the smallest error in both flow and tracer states during the entire time.
The models with the other two loss metrics generate much larger prediction errors for the
longer prediction range. In the strong topography case H = 10, the stronger coupling
between the large and small scales increases the instability in the system. The models
under the MSE and KLD loss perform well only in the starting time but eventually become
unstable as the errors diverge to infinity. In contrast, the model under the mixed loss
function stays stable with high accuracy during the entire prediction process. This further
confirms the crucial role in selecting the proper loss function for the robust performance of
turbulent systems with instability.
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5.2. Maintaining Model Stability by Measuring Multiple Forward Steps

Another important issue we would like to check is the number of forward steps n
used in training the loss function (24)

n

Ly =Y wiL(Fiar(x),Yiat),
i=1

where the model i-th step output Fiz¢(x) is compared with the target data y;x; under the
most effective mixed loss metric L, and w; = R(iAt) is the weighting factor from the
autocorrelation function. The most straightforward way is to measure the error in a single-
step LSTM net output n = 1. However, as we have discussed in the previous section,
this may lead to severe instability with exploding errors for long trajectory iterations of
the model.

To address this problem, we adopt the multistep training strategy using multiple
model outputs to be measured in the loss function £(x,y) with n > 1. In order to capture
the dynamical variability in a longer time range, we iterate the training model forward in
time with moderate steps n = 10. The errors will accumulate in time, and the loss function
at different forward times is compensated for by the decaying autocorrelation function
R(t). As a cost, more memory will be consumed during the back-propagating of the entire
network. However, as we will show next, the cost can be controlled by using an even
smaller number of steps (such as n = 5) to reach the desirable training performance.

5.2.1. Training and Prediction Errors with Different Forward Time Steps

Again, we first compare the training performance in the models measuring different
forward steps in the training metric. We focus on the improvement by using a multistep
forward model n = 5,10 in contrast with a single-step training n = 1. Figure 4 displays
the training loss and accuracy during the training iterations. The value of the loss function
decays faster to the final optimized level in the multistep training cases. And a larger
forward step n = 10 improves the overall accuracy compared with a smaller step n = 5.
For the training accuracy, the single-step model n = 1 suffers a barrier to reach high
accuracy compared with the other two models with multiple steps n = 5 and n = 10. The
two models with different forward steps n = 5,10 can reach comparable amplitudes of
final training error, while the multistep model n = 10 gains a higher accuracy and stability
for long trajectory prediction.

Then, we compare the prediction skill in the three trained models on a new set of data
for model evaluation. As previously, we run an ensemble prediction and recursively iterate
the model outputs for the next step prediction up to the final prediction time T = 50 (with
500 iterations). The lower panel of Figure 5 compares the normalized MSEs using trained
models with one-step n = 1 and multistep n = 5,10 training. The multistep trained models
gain very high accuracy in both the flow and tracer modes. The errors stay small during
the entire prediction process; thus, the model approximation errors from the previous steps
will not damage the accuracy in the future forecasts, implying the robustness of the trained
model. On the other hand, the one-step trained model becomes insufficient to maintain the
accuracy as the forecast step increases. The predicted solution stays accurate for the starting
period of time, then diverges as the errors accumulate in time. Notice the logarithmic scale
in the y coordinate for a much larger error in the n = 1 case.
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Figure 5. Upper: the evolutions of loss function values and the BMSEs during training iterations
for models with different training forward steps n = 1,5,10. Lower: normalized MSEs in model
prediction with an ensemble prediction of M = 500 samples up to time T = 50. Performance of
the trained models with different forward time steps n = 1,5,10 in optimization are compared.
Logarithmic scale is applied along the y coordinate.

5.2.2. Trajectory Prediction Including Multiple Time Scales

In addition, to provide a better illustration for the predicted solutions from models
with different training steps, we plot one realization of the trajectories using the trained
models with single and multistep training. Figure 6 shows one typical solution trajectory
compared with the truth from the direct model simulation. The variance of the sample
errors is plotted by the shaded area around the solution line to characterize the uncertainty
in the ensemble prediction. Consistent with the previous observation from the errors, the
multistep training model has good agreement with the truth in the prediction through the
large number of model iterations. The multistep trained model also maintains the overall
accuracy with very small variance in errors.

In contrast, the single-step trained model can only stay accurate for a short time from
the initial state, while the model approximation errors quickly drive the model prediction
away from the target trajectory as errors grow in time during the iterations. Large deviation
from the truth is developed in time gradually, and the samples give increasingly large
variance among the errors from different trajectory predictions. In particular, in the tracer
time series, the solutions display two contrasting time scales with a fast oscillating small
scale on top of the long-time slowly varying profile. The one-step trained model fails to
track the rapid variability in the solution, and strong instability in the system leads to large
error variances. The multistep training model, on the other hand, captures both time scales
with very small error variance for uniformly high accuracy and stability among all the
samples during the entire simulation time.

prediction of the flow solution trajectory nstep = 1 prediction of the tracer solution trajectory nstep =1
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prediction of the flow solution trajectory nstep = 10 prediction of the tracer solution trajectory nstep = 10
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(b) model trained with ten forward steps n = 10

Figure 6. Trajectory prediction of flow and tracer solutions compared with the truth from direction
model simulations. Performance of the trained models with different forward time steps n = 1,10
are compared. The sample error variance is marked by the shared area around the prediction. The
multistep training case n = 10 has stable performance with tiny error variance.

5.3. Long-Time Prediction in Different Dynamical Regimes

In the final test, we check the model prediction for the long-time trajectory and
statistical solutions of the advection flow states and the passive tracers. This is first used to
confirm the long-time stability of the neural network scheme with errors accumulated in
time through the time iterations; next, the same trained model is used to predict the key
statistical features with different noise-forcing levels to show the scope of skills in the model.
To evaluate the prediction accuracy in the neural network models, we adopt two approaches
by examining both the deterministic trajectory solution and the statistical solution:

*  Trajectory prediction: the neural network is used for the pathwise prediction for
one trajectory solution from a particular initial state with uncertainties from input
value and white noise forcing. Solution trajectories are solved very efficiently with
N =50,000 iterations (with time step size At = 0.1 to the final simulation time
T = 5000).

»  Statistical prediction: the neural network is used to recover from data key statistical fea-
tures in leading-order statistics generated by different white noise forcing amplitudes.
Instead of focusing on the pathwise solutions, it is often more useful with practical
importance to learn the representative statistical structures directly.

In confirming the universality of the trained model, the neural network model is trained
using a limited dataset from a single white noise-forcing regime ;W of moderate ampli-
tude oy = 100y = 2\15 in the large-scale flow equation. The small-scale flow and tracer

dynamics are learned based on this dataset, then the trained model is applied for the
various dynamical regimes by changing the noise forcing amplitude ¢y;. This can also serve
as a way to confirm that the true dynamical structure is indeed learned from the model
rather than being due to purely the overfitting of the data.

5.3.1. Trajectory Prediction with the Trained Model in Different Dynamical Regimes

In the trajectory prediction through the neural network model, we first check the
detailed prediction skill for the multscale flow and tracer structures and the occurrence of
extreme events. Even though high instability exists, preventing the long-time predictability,
we can exploit the conditional Gaussian structure of the model and achieve accurate
pathwise prediction. The conditional solution of the small-scale solutions 7y (U(-)) together
with the passive tracer modes Ty (U(-)) can be predicted from the trained neural network
efficiently given the observed solution of the large-scale process U.

The long-time trajectory predictions in the weak and strong topographic stress regimes
and the noise forcing oy; = 100y are shown in Figures 7 and 8. The true model solution
and statistics can be found in Figures 1 and 2 in Section 2. The solutions display very
strong intermittent bursts of extreme events in both small-scale flow and tracer models
companied by a very fast oscillating scale. Strong time-scale separation also exists between
the advection flow states (U, v) and the passive tracer T. The neural network model is
shown to accurately track such features in time and keep the high accuracy during the
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model iterations for the entire duration. This trajectory prediction shows explicitly the skill
of the proposed neural network model to learn and recover the true model dynamics.

target trajectory of the two-mode topographic model H =1 model prediction from the trained neural network model H =1
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Figure 7. Long-time trajectory prediction of the flow and tracer solutions with weak topographic
stress H = 1 up to T = 5000. The reference states from the direct model simulation (left panel) are
compared with the model prediction (right) using the trained neural network model.
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Figure 8. Long-time trajectory prediction of the flow and tracer solutions with strong topographic
regime H = 10 up to T = 5000. The reference states from the direct model simulation (left panel) are
compared with the model prediction (right) using the trained neural network model.

In addition, the same trained neural network model can be used for the prediction
with different white noise-forcing levels oy; in the large-scale mean flow Equation (6b).
Notice that the small-scale Equation (6a) to be learned from the neural network has the
same fixed dynamics, while different noise levels oy; can induce distinct statistical features
in both small- and large-scale states. This guarantees the validity of the trained model
among different statistical regimes once the essential dynamics is learned from data. In
Appendix B.4, we show the prediction results with a smaller or larger effect of white noise
forcing 011 = 0p and oy; = 200y using the same trained neural network model to recover
the unresolved small-scale solutions. It is further confirmed the universal prediction skill
in the trained model among different statistical regimes, and the optimal performance is
not purely through the overfitting of the training data.

5.3.2. Statistical Prediction in Leading Statistics for Different Noise Forcing

At last, we show the skill in the neural network model to recover the model statistics
among various statistical regimes. By inspecting the analytical analysis results from the original
model and the direct simulations of the original model, a wide variety of distinct statistics are
generated under the same model framework. The same trained neural network model is then
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applied to predict the statistical features under these different forcing scenarios by varying
the white noise-forcing amplitude oy;. The conditional dynamics for the small-scale flow and
tracer states stay the same for different noise levels. The question is whether the trained neural
network model is capable of recovering the different statistics in a uniform way from changing
the noise-forcing strength oy for the large-scale mean state.

The model is trained based on a single set of data, being especially unaware of the
strong extreme event regimes with a large amplitude from a large forcing. To measure
the accuracy in the prediction of the leading statistics, we use the relative statistical er-
ror metrics (27) for measuring the accuracy in the ensemble mean and variance. In the
tests, we run an ensemble prediction of M = 5000 trajectories and iterate the model for
N = 500 steps. The statistics are computed from the model output in the last 200 steps
when the steady state is reached. The neural network model enjoys the advantage to run a
large ensemble very efficiently compared with the direct simulation.

Table 1 lists the statistical prediction for systems with different white noise-forcing
strengths oy = 100p,200p. In general, the neural network model shows uniformly high
skill in recovering the leading statistics in mean and variance among the different statistical
regimes. The statistical mean error (SME) calibrates the deviation in the ensemble mean
from the ensemble prediction in each of the flow and tracer modes. The statistical mean
error stays in small values and keeps very high accuracy. The statistical variance (SVE) cali-
brates the deviation in the ensemble variance compared with the truth. This characterizes
the model uncertainty in each mode, and thus is a more interesting quantity to measure.
The modes become more energetic with higher uncertainty, as the white noise forcing oy;
increases. The statistical errors grow with the larger value of 0y, while they all stay as small
values for an overall accurate statistical prediction.

Table 1. Statistical error in mean (SME) and variance (SVE) from the ensemble prediction of the
trained neural network model. The two parameter regimes with topographic stress H = 1 and
H = 10 are compared. The same trained model is used for the statistical prediction with different
white noise amplitudes oy; = 1007, 200p.

oy = 100y
u i By T iy
SME 3.03x107% 249 x107° 553x107% 196x 1075  7.60 x 10~*
=1 SVE 726x1073 657 x1072  312x1072 750 x 1072  3.57 x 1072
SME 534 x107% 287x107% 916x107% 429 x1072  8.05 x 1072
=10 SVE 925x107! 882 x102 851x102 531x1072  6.75 x 1072
oy = 200y
u i i T T,
SME 798 x1072 850x 1073 203x1072 618 x1072  1.92 x 1072
=1 SVE 192x107! 240x1071 257x1071 251 x1071 249 x 107!
P SME 284 x107° 677 x1072 253 x 1071  4.60x 1072  1.44 x 1072

SVE 9.00x 107! 468x107! 403x107! 441x107! 203x 107!

6. Summary and Discussion

We study effective machine learning strategies to predict the various anomalous
statistics and the occurrence of extreme events in complex turbulent systems using an
unambiguous model framework. The model is derived from the geostrophic barotropic
flow and turbulent passive tracer transport [29,34] that share many similarities with natural
and laboratory observations [8,54]. The coupled system is characterized by interacting mul-
tiscale processes in time and space, leading to very complicated dynamical structures. The
attractive statistical features include exact formulas for flow and tracer solutions, explicit
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nonlocal structures in flow and tracer modes, and the intermittent probability distributions
with fat-tails and skewed PDFs. The tractable solutions of the model framework facilitate a
systematic analysis of crucial multiscale properties with both mathematical theories and the
development of novel numerical strategies. Detailed data-driven models are constructed to
recover these statistical features from limited observed data combined with model noises.

We consider two approaches of using machine learning techniques to predict rep-
resentative model solutions and statistics based on the conditional Gaussian properties:
(i) a neural network to learn the unresolved small-scale dynamics and directly predict
the trajectory solutions guided by the conditional Gaussian framework, and (ii) using the
neural network to recover the crucial statistical moments among different regimes. New
architectures are designed on the LSTM network with a residual network structure to
predict the dynamical update of the unresolved small-scale states. The individual model
outputs in different scales are combined in the explicit large-scale mean flow equation to
inform the model with physical dynamics. Multiscale effects in large and small scale flow
states as well as in the tracers are considered in the model construction and training proce-
dures. We find the major observations in model performance using the simple two-mode
topographic model:

*  The trained neural network model shows uniformly high skill in learning the true
dynamics. The improved model architecture enables a faster convergence rate in
the training stage, and more accurate and robust predictions under different forcing
scenarios. A longer time updating step is permitted allowing data measured at sparse
time intervals.

*  The choice of a proper loss function for the optimization of model parameters is shown
to have a crucial role to improve the accuracy and stability in the final trained neural
network. A mixed loss function using the relative entropy loss together with a small
Ly loss correction is shown to effectively improve the accuracy in training for complex
systems with extreme events.

* A multistep training process, that is, using multiple iterative model outputs in training
the loss function, is useful to improve model stability against the accumulated model
errors during long-time iterations. The prediction skill of the model can be improved,
and training efficiency is maintained by measuring only small update steps during
the training procedure.

¢ The solution trajectory can be tracked by the neural network model with high accuracy
and stability in a long time series prediction for the key multiscale structures with
extreme events in flow and tracer states.

* Different model statistics in ensemble mean and variance can be predicted with
uniform accuracy among different dynamical regimes using the same neural network
model trained from a single set of data.

The promising results just set the starting point for a series of interesting future research
directions for the next stage. The neural network model provides the exact structure to
incorporate the conditional Gaussian framework and multiscale nonlinear dynamics. A
direct generalization is to use the neural network model to prediction explicit higher-order
statistics as well as the non-Gaussian PDFs in the flow and tracer fields. This framework is
also ready to be generalized to a wider group of complex models with a large number of
interacting modes and contributions from different scales by assigning the neural networks
to capture processes with different scales. This conditional independent construction of
models is easy to parallelize and thus becomes especially convenient for the implementation
on GPUs. The neural network framework also shows potential to be combined with the
linear and nonlinear response theories for the development of statistical data assimilation
and control of high-dimensional systems [55-57]. Thus, efficient statistical model reduction
strategies [26,27] can be directly applied to learn the dynamical structure from the nonlinear
interactions directly from data.
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Appendix A. Details about the Derivations for the Flow and Tracer Model Solutions
In this appendix, we show the detailed derivation of the representative statistical

solutions in the topographic flow and passive tracer fields. We can rewrite the original
dynamical flow and tracer Equation (6) for each spectral mode as

dau
dr
doy
dt
at,
dr

= thﬁk —dyU + UUWO'

%
= iwy (W) — U — do o + 0 W, (AD)
= iwrp(U) T —driTi — ady,

where the dispersion relations for the shear flow and tracer are defined by the mean
flow state

wyp = Iy (k*lﬁ - ku), wr g = —k(U + u),

and the small-scale velocity field is directly related with the vortical mode @y through the
Fourier expansion

: —1 A ikl-x : —1 A ikl-x
u=ily Yy k@™, v = —ily ) ke
k k

Usually, for simplicity, we just set [y = 1 and [, = 0; thus, we can focus on the cleaner
case, where the zonal flow cross-sweep is purely contributed from a large-scale solution of
U, while the small-scale modes give all the shear flow fluctuations 9.

Appendix A.1. Explicit Statistical Solutions for the Flow Field

First, we can compute the trajectory solution for the shear flow v directly by integrating
the second equation of (A1)

t o . .
O = _/o ootk T1B) (t=s) —ikU]s,1 {hkU(s)ds + Uv,dek(s)}. (A2)

Above, we define U|s, t] = f; U(t)dT, including the history of the large-scale solution
U |s<t, and assume the initial state is unrelated for a long-time statistical solution. Further-
more, by substituting the solution (A2) back into the large-scale mean flow Equation (6b),
the trajectory solution of the large-scale mean flow U can be computed as a closed system
from the integro-differential equation

t o , ~ 2 A .
% +/ Ze(dv,kflk 1/5)(t75)e71ku[5’t] |:‘hk‘ U(s)ds + hZU'U,dek@) = —duu + oyuWp. (A3)
0 &k

Thus, the solution of the mean flow U can be determined by the coupling effect from
topographic stress i and the white noise forcing in both small and large scales.

Thus, the mean state for the shear flow modes 7y = (9;) can be computed by taking
the statistical average on both sides of the above Equation (A2)

0 (6) = — /Ote(_dk+ik1ﬁ)(t—s)<e—iku[s,t}u(s)>ds‘ (Ad)


https://github.com/qidigit/

Entropy 2024, 26, 522

25 of 34

Note that the process U is independent of the white noise for the small-scale modes
dWy(t). If we take the Gaussian component (that is, the first two leading moments) of the
mean flow process U, the equality using the identity from the characteristic function of a
multidimensional Gaussian field expresses the coupled expectation as

<xei}/> — (<x> + iCOV(x,y))gi<y>7%Var(y),

applied for correlated Gaussian random variables (x,y). Assuming the equilibrium steady
stateas U = (U) and ryy = <(U - l:[)2>, we can compute the steady-state correlation as

<e‘iku[5't]u(s)> = (U — ikry

with Ji;(f) = xRy = fot(t — T)Ry(t)dt. The autocorrelation function Ry (t) = (U(T)U(0))/ry
appears from the cross-correlations between U(s) and U[s, t]. In the statistical steady state,
the mean and variance of the time-dependent process U|s, t| can be found directly as

t—s _
Ru(r)dr> o= ikT(t=5)—RruJu(t-s) (A5)
0

t
(Ufs,1]) = / (T))dt = U(t—s),

var(Uls, t]) / / (U'(0)u' (') ydrdt
:z/ot s/st " (WU (0))drdr!

=2ry /Ots(t —s—1)Ry(t)dt
t
cov(U(s), Uls,t]) :/ (U'(s)U'(7))dt

S

t
:/s (o' (t—s)ydr
t—s

=ru 0 Ru(T)dT

Next, we compute the covariances between the flow mode 9, at different time instants.
The second-order moment can be found in a similar fashion depending on the statistics

and time correlations of the zonal mean flow statistics of U
S P ! . ’ N
(B(s)B7 (1)) = < /0 e(—Aitik T B) (s=') g=ikUs' ] [hku(s')ds’ + oy AW (s’)}
! (—di—ik=1B) (t—s") ,ikU[s" 1] [ "\ 3.1 * (M
[ e e {hkU(s )ds" + a7 AW (s )}

0

— i (t+s)—ik1B(t—s) l“’ ,

5 ’ (ezdks _ 1) <€iku[s,t] >+

ks ") ik (s ") <eik(u[s”,t]—u[s’,t])u(sl) u(s") >dsldsl/:| .
0

The last equality above uses the independence between the white noises and the mean
flow process among non-intersected intervals. For further simplification, we can compute
the equilibrium statistics as s — oo, — co while keep the time lag 7 = t — s finite. In
addition, we assume stationarity in time for the zonal flow U, that is, all orders of moments
are invariant in a shift in time. Then, the above correlation can be rearranged into a cleaner
form as
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A . o~k T—ik BT )
(00030} = g |looa (107

From the last term above, we see that the third-order time correlation is required to
compute the covariance between the shear flow modes. This formula is useful to compute
the correlation in the shear flow modes directly from the statistics in the zonal flow state U.
In particular, the equilibrium variance can be found as

~

hy

2 /00 e,(d,ﬁ»ik*lﬁ)r<U(O)U(r)efiku[0,r] >d1’:| . (A6)

R 1 ~ |2 < ik B)r —i r
Foco = <|”k|2>oo = de[|az,,k|2+2]hk) 9%/0 o~ (dtik™B) <U(O)U(r)e ku[oﬂ>dr]. (A7)

Again, by using the characteristic function for coupled Gaussian fields
(9 = [((x) + icov(x,2)) ({y) + cov(y, 2)) + cov(x, y)Je'~Hare),

we can approximate the triad correlation as

T 2 _
<U(O)U(T)eiku[0'ﬂ> = [Ru(r) —i<U+ikru / RU(T’)dT’> 1eikufk2’ufu<ﬂ. (A8)
0

Substituting the above explicit expansion back into the variance Formula (A7), the
equilibrium variance for the fluctuation modes can be rewritten as the statistics of the mean
flow U

1 A2 [
Tooo = T |:|(T.U,k’2 + 2‘hk‘ /0 e*dkT*kZJU(T)(Ak(T) cos O T + By(T) sin @kr)dr] , (A9)
with the coefficients

T

T
A =T +Ry(r) - kzr%l/ Ru(t)dt', B = 2kUru/ Ry (t)dr, Oy = kU +k 1.
0 0

Still notice that the expressions for the mean (A4) and variance (A7) only uses the Gaussian
component of the random process U (that is, up to the second moments in computing the
correlations); thus, errors could be introduced for extreme non-Gaussian situations.

Appendix A.2. Explicit Statistical Solutions for the Passive Tracer

Similarly to the above derivations for the advection flow solutions, we can also follow
the previous steps to compute the corresponding solution for the passive tracer model (4)
based on the topographic flows. Given one realization of the zonal mean flow solution U,
we can first solve the tracer trajectory directly as

t , t
Ti(t) = —zx/ e rklt=s)=ikllst, (5)ds,  Uls, t] :/ U(s')ds'
0 s

The shear flow field is generated from the small-scale state of the topographic model
(A2). Combining the two formulas and rearranging the order in the integration, we obtain
the trajectory solution for the tracer mode

t
Tk — UC/ ef'yT/k(tfs)fikU[s,t] /S e(*dv/kJrl'k*l‘B)(S*s’)e—iku[s’/s] [ﬁku(s/)dsl + Uy,kdwk (S/):|ds
0 0

t o ‘ t
= uce*W’kt/O dr Vzku(r)dr+ledek(1’)}e(d’<ﬂk 1[;)737”‘”[7’”/ dse TRk (A10)
r
t .
= % ; Vlkll(r)dr + Uv,dek(r)} [e”R’k(t_r) - 1} e rklt=r) —ikUI gy (A11)
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<T

| Ti|

with Yrx = 77k — di + ik~ 1B. In the above formula, we make use of the property that
the same wave speeds kU|s, t] in the tracer and flow equations cancel each other out by
exchanging the integration order. For the mean state of the tracer, we can also compute the
simplified expression for the mean tracer state
" e 1 .
(T)(E) = ﬂ/o [eWR,k(t*Y) _ 1} efvr,k(t*r)<u(r)e*1kll[rrf]>dr

YRk (A12)

. ; 7
- _Lhk (e(—dk-&-ik*lﬁ)s _ e—’YT,kS)e—ikUs—kzru]u(S) (U — ikry /S Ru(T)dT) ds.
TRk Jo 0
Above, again, the cross-correlation can be computed based on the first two-order
moments in (A5). The process U(0: r) is independent of the white noise Wy (r). Then, we
can compute the second-order moment of the tracer

2>(t) - "‘2|Zezdkt [‘Tgk (ezmt _ 1) + 2‘;},{‘2 /0 tdr /O o dr<U(r)U(r + r)eiku[’*+ﬂ>]. (A13)

| ’)/R,k 27T,k

Above, the first component is from the white noise forcing, and the second component
is due to the contribution from the topographic effect. As a result, it will include the time
correlation in the zonal mean process U. If we further assume that the process has reached
the stationary state, the last time-lag correlation can be simplified using the expanded
formula in (A8)

<U(r)ll(r+ T)efiku[7/7+r]> _ <u(0)u(7)e*iku[0,1’]>.

Especially when there is no clear scale separation between the flow and tracer dynam-
ics, the above formula could become very complicated. This also leads to the various very
complicated statistical solutions shown in the flow and tracer fields.

Appendix B. More Details about the Neural Network Model Results

Here, we provide more details about the neural network configuration used for the
tests in the main text as well as more discussions on the numerical performance.

Appendix B.1. Details about the Inner Connections in the LSTM Cell

The LSTM is designed to learn the multiscale temporal structures along time series. In
the computational cell of the LSTM network, it consists of the basic building block as

ft =0q (fot + Ufhtfl + Vfctfl + bf)r
it =09 (Wixy + Uihy 1 + Vicy 1 + b;),
LSTM: = ¢, —f, @ ¢; 1 + iy @ tanh(Wexy + Uchy_1 + be), (A14)
0r =0 (Woxt + Uoht—1 + Vocr + b,),
ht =0 ® tanh(cy).

Above, the 0 (x) = H% is the sigmoid activation function, and ® represents the
elementwise product. The model cell includes forget, input, and output gates fi, i, o,
and the cell state c;. The gates are updated through a simple fully connected linear map
with coefficients W, U, V, b. The hidden process {h;—m, - - - ,h;_1, ht} represents the time
series of the unresolved processes after each single time step in the next immediate time
instant. In the above structure (A14), we also add the previous cell state c;_1 to inform the
gates information in f, i, 0 in their updates. It is shown this can also improve the model
performance. The final output data are given by a final linear layer y; = Wy h; mapping the
hidden states h; (usually with a larger dimension) back to the output state y;.
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Appendix B.2. Neural Network Algorithm for Training and Prediction in the Two-Mode Model

We summarize the neural network algorithm developed in the main text. In the numer-
ical tests, we follow the benchmark model setup described in the following Algorithm Al.

Algorithm Al: The improved LSTM network with the fully connected inner structure
(16) and (17) is used to learn the small-scale dynamics for 9, Ty

e Input data: {U, Redy, Imdy, ReTy, ﬁmTk} for modeling dynamical updates of 9; and
Ty, evaluated at m previous time steps t;,_y+1, th—m+2, -+ + , tn, with the time lag
th — th—my1 = MAt ~ Tyecorr determined by the decorrelation time;
*  Output data: the unresolved modes {%ezﬁk, Jmdy, ReTy, CimTk} at the next prediction
time t, 1 = t, + At.
—  The length of the LSTM nets are set as m = 100 steps for a time internal T = 10,
that is, a sampling rate every At = 0.1;
—  The second half of the LSTM chain outputs, that is, s = 50, - - - , 100, are measured
in the loss function (24) with multistep model outputs;
—  Each LSTM cell has s = 4 connected inner stages (17), with the hidden state
dimension & = 50 in the tests and a final linear map (15) to the output states.

*  Solution for large-scale mean flow U is computed by combining the neural network
model outputs {7, } and integrating the explicit Formula (23) with the mid-point rule.

In the training stage, the parameters in the LSTM nets are optimized using the com-
bined cost function (24) weighted from the autocorrelation function. In the prediction stage,
the output states {U, Oy, Tk} are computed for future time steps using the trained neural
network by recursively feeding in the previous output data. The important hyperparam-
eters to determine in the neural network include (i) the dimension of the hidden state #;
(ii) the length of the input training sequence m; (iii) the inner stages of each LSTM cell s; and
(iv) the push-forward time step At for the neural network prediction time. The standard
model setup for training is listed in Table AT.

Table Al. Standard model hyperparameters for training the neural network model.

total training epochs 100
training batch size 100
starting learning rate 0.005
learning rate reduction rate 0.5
learning rate reduction at iteration step 50, 80
time step size between two measurements At 0.1
LSTM sequence length m 100
forward prediction steps in training n 10
hidden state size h 50
number of stages in LSTM cell s 4

Appendix B.3. Detailed Training and Prediction Results for Different Model Regimes

Here, we provide a more detailed characterization for the training and prediction
accuracy in the flow and tracer states under different loss functions. In Section 5.1 of
the main text, we have already shown the superiority of the mixed loss to have high
skill in capturing the extreme events. Figure A1l gives a more detailed illustration for the
development of errors separately in the flow and tracer states and in each wavenumber
separately. The upper row shows the training iterations with the loss function value for the
strong and weak topography cases H = 10 and H = 1. In both cases, the combined loss
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(18¢) gives the fastest convergence rate to the final saturated state in the loss error. Notice
that the loss function takes different forms; thus, the absolute values are not comparable for
model performance. As a further comment, the mixed metric allows an even larger training
learning rate (such as Ir = 0.01) to gain an even faster convergence rate while the other two
metrics will diverge by starting with the larger learning rate. The training accuracy in the
flow and tracer modes is compared in the middle and lower rows for the batch MSEs. The
mixed loss function as a combined metric from the L, and relative entropy error provides
the best overall prediction accuracy for both the flow and tracer modes among all the scales.

loss function in training iterations H = 10 loss function in training iterations H =1

10°

20 40 60 80 100 0 20 40 60 80 100
epochs epochs

batch mse errors in training iterations (tracer) H = 10

- --- MSE 10” --- MSE i --- MSE --- MSE
KLD

20 40 60 80 100 20 40 60 80 100 20 40 60 80 100 20 40 60 80 100
epochs epochs epochs epochs

batch mse errors in training iterations (flow) H =1
o
10

batch mse errors in training iterations (tracer) H =1

-- MSE 10° ! --- MSE
KLD

20 40 60 80 100 20 40 60 80 100 0 20 40 60 80 100 0 20 40 60 80 100
epochs epochs epochs epochs

(0)

Figure Al. Training iterations of the full loss function value (upper) and training batch averaged
mean square errors (middle and lower). Errors in each of the flow and tracer modes are compared
under three different loss functions L for optimization: Ly loss (MSE), KL divergence (KLD), and
a mixed loss combining these two. Logarithmic scale is applied along the y coordinate. (a) Loss
function with strong (H = 10, left) and weak (H = 1, right) topography. (b) Batch MSE for flow
(left) and tracer (right) with strong topography H = 10. (c) Batch MSE for flow (left) and tracer
(right) with weak topography H = 1.

A detailed comparison of the prediction errors in the flow and tracer modes in the
prediction phase is shown in Figure A2. From the autocorrelation functions in Figure 2,
the weak topography case H = 1 has a faster mixing rate. This implies that it is easier
for the scheme to stay stable since the prediction is less dependent on the previous state
and thus less prone to the input errors from the previous steps. On the other hand, in
the strong topography case H = 10, the tracer modes have a much slower decay rates in
the ACFs, inferring a more challenging case for model instability from the errors. Again,
overall stability is gained from training by the mixed loss function. The other two MSE
and KLD loss functions can produce reasonable predictions for the starting period of time,
while the errors grow at a much faster rate without saturation, as we run the model for a
longer time prediction.
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Figure A2. Comparison of prediction errors for models optimized with different loss functions in
the two topography regimes H = 1 and H = 10. The normalized mean square errors are compared
for both the flow states and tracer modes measured at recurrent predictions of 500 time steps up to
T = 50.

Appendix B.4. Trajectory Prediction with Different Levels of Noises

In comparison with the long-time predictions in Figures 7 and 8 for the topographic
stresses H = 1 and H = 10 and with the white noise-forcing amplitude oy; = 100y in the main
text, here, we show the trajectory predictions in wider scenarios using the same trained neural
network model while under various different prediction regimes. Two other different smaller
or larger white noise-forcing amplitudes oy; = 0p and 075 = 200y are considered for the level
of noises in the large-scale mean flow for U. In learning the unresolved small-scale dynamics
from the data, the neural network is trained to learn the true dynamical structure. Thus, it
requires that the trained model maintains the skill to recover the distinct solution structures
among different statistical regimes.

Figures A3 and A4 show the prediction results with a much smaller white noise
oy = 0y for the mean flow equation. In this case, the mean flow U has a much smaller
amplitude, and the solutions in the small-scale velocity and tracer states become closer to
Gaussian statistics with less frequent extreme events. From the comparison with the truth
trajectories, we observe less non-Gaussian statistics far away from the highly non-Gaussian
statistics shown in the main text. The neural network model maintains the high skill to
capture the different representative solution structures among these distinctive statistical
regimes. With both strong topography H = 10 and weak topography H = 1, the multiscale
time and spatial structures as well as the change in solutions in the flow states and tracer
modes are captured accurately with uniform performance among all the tested cases.

Figures A5 and A6 give the corresponding predictions with a much stronger white
noise forcing oy = 200y. In this case, instead, very strong non-Gaussian features and large
values of extreme events appear in both the flow and tracer solutions. We observe much
larger amplitudes and variance in the solutions. On the other hand, the training data do
not contain such extreme cases for training the neural network model. This makes it a
very challenging test case for the skill of the trained model to still capture the frequent
extreme events in large amplitudes. Still, the representative structures and the locations of
the extreme events in the solutions are recovered from the neural network model. Together
with the uniform performance among various statistical regimes, it confirms that the neural
network indeed learns the true model dynamical structures from the limited training
dataset and is able to provide robust forecast against the high model instability and noise.
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Figure A3. Long-time trajectory prediction of the flow and tracer solutions with weak white noise
forcing o1y = oy in strong topographic regime H = 10. The same trained model in the main text is
used for this different forcing regime with distinct statistics.
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Figure A4. Long-time trajectory prediction of the flow and tracer solutions with weak white noise
forcing o7 = 0y in weak topographic regime H = 1. The same trained model in the main text is used
for this different forcing regime with distinct statistics.
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Figure A5. Long-time trajectory prediction of the flow and tracer solutions with strong white noise
forcing oy; = 2009 in strong topographic regime H = 10. The same trained model in the main text is
used for this different forcing regime with distinct statistics.
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Figure A6. Long-time trajectory prediction of the flow and tracer solutions with strong white noise
forcing 011 = 200y in weak topographic regime H = 1. The same trained model in the main text is
used for this different forcing regime with distinct statistics.
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