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Abstract

The Southern Ocean plays a pre-eminent role in the global carbon-climate system. Model studies show that
since the start of the preindustrial era, the region has absorbed about 75% of excess heat and 50% of the
oceanic uptake and storage (42 + 5 PgC) of anthropogenic CO; emissions. However, due to the spatial and
seasonal sparseness of the Southern Ocean CO; observations (biased toward summer), this role is poorly
understood. The seasonal sampling biases have hampered observation-based reconstructions of partial pres-
sure of CO, at the surface ocean ( pCO,) using machine learning (ML) and contributed to the convergence
of the root mean squared errors (RMSEs) of ML methods to a common limit known in the literature as the
"wall". The hypothesis here is that addressing the critical missing sampling scale will get the community
reconstructions of pCO; "over the wall". In this study, I explore the sensitivity of pCO, reconstructions to
these observational scale gaps. Using a scale-sensitive sampling strategy means adopting a sampling strat-
egy which addresses these observational limitations including intra-seasonal as well as seasonal sampling

aliases in high eddy kinetic energy and mesoscale-intensive regions.

In increasing CO; sampling efforts in the Southern Ocean using autonomous sampling platforms such as
floats, Wave Gliders and Saildrones, the community has tried to answer this problem, but the effectiveness
of these efforts has not yet been tested. This study aims to do this evaluation and advance our understanding
of the sampling scale sensitivities of surface ocean pCO, reconstructions from machine-learning techniques
and contribute — through a scale-sensitive sampling strategy of observing platforms in the Southern Ocean
— to breaking through the proverbial "wall". This aim was achieved through a series of observing system
simulation experiments (OSSEs) applied to a forced mesoscale-resolving (410km) ocean NEMO-PISCES
physics-biogeochemistry model with daily output. In addition to underway ships, the sampling scales of the
autonomous sampling platforms such as Floats, WaveGliders and Saildrones, on pCO; reconstructions were

investigated in this series of OSSEs.

The primary results showed that two sampling scales, which Saildrones are able to address, are required
to improve the RMSE scores of machine-learning techniques and then reduce uncertainties and biases in
pCO, reconstructions. The two sampling scales include (1) the seasonal cycle of the meridional gradients
and (2) the intra-seasonal variability. Based on the impacts of these two sampling scales on the RMSE
scores and biases, it was found that resolving the seasonal cycle of the meridional gradient is the first-
order requirement while resolving the intra-seasonal variability is the second. Applying the second-order
requirement in the whole Southern Ocean to explore the sensitivity of the clustering choice to the two-step
pCO; reconstruction (clustering- regression). It was found that using an ensemble of clustering methods in
this two-step reconstruction performs far much better than using a clustering method. Using these findings, I

proposed an observational strategy that is viable and strengthens the limitations in existing underway SOCAT
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ship- and SOCCOM float-based reconstructions of surface ocean pCO,. More specifically, I proposed a
hybrid scale-sensitive sampling strategy for the whole Southern Ocean by integrating underway ships with

Saildrones on winter lines.

The analysis of these multiple OSSEs indicates that improving the pCO; reconstructions requires scale-
sensitive data to supplement the underway ship-based observations gridded in the SOCAT product. It was
also found that scale-sensitive data consisting of high-resolution observations (< 1 day) extending over the
seasonal cycle and capturing the pCO, meridional gradients results in breaking through the proverbial
"wall". These findings will contribute to an accurate mean annual global carbon budget which is critical

for the trend of the ocean sink feedback on global warming as well as ocean acidification.
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Chapter 1

Introduction

1.1 Statement of the problem

1.1.1 Study context

The primary driver of climate change is the additional human-induced component of atmospheric carbon
dioxide (CO,), which drives global warming and resulting climate change (Ciais et al., 2013; Canadell et
al., 2021; Friedlingstein et al., 2021). The concentration of atmospheric CO; has increased over the last
decades from approximately 340 ppm in 1980 to 412.4 +0.1 ppm in 2020 (Friedlingstein et al., 2022). This
atmospheric CO; inflation is modulated by the ocean and land carbon sinks such that about 44% of airbone
fraction of CO; (Canadell et al., 2021) due to anthropogenic CO; emission sources (such as land use change
and fossil fuel combustion) remains in the atmosphere (Sabine et al., 2004; Friedlingstein et al., 2021). The
remaining anthropogenic CO; (~ 60%) is then taken up into the terrestrial biosphere (~ 30%) (Ciais et al.,
2013) and into the ocean ( ~ 26% of total CO, emissions during the decade 2012-2021) (Friedlingstein
et al., 2022).

anthropogenic_J

Total Carbon (C, ) = g
/| * Anthropogenic Carbon (C, )
— ————————————=

Surface Ocean

phytoplankton,
zooplankton & | ¢
bacteria

Biological
pump

O
X
<O
o
oV

Deep Ocean

Figure 1.1: A new illustration on natural (Cp4¢) and anthropogenic (Cypt) components of the ocean carbon cycle,
developed by the working group "Filling the gaps in observation-based estimates of air-sea carbon fluxes". Credit:
Design: Natalie Renier, WHOI Creative ©WHOI; Concept: Galen McKinley, Columbia Univ., Lamont-Doherty Earth
Observatory; Funding: Ocean Carbon & Biogeochemistry (OCB) Project Office (NSF, NASA).

The anthropogenic CO, uptake by the terrestrial biosphere is primarily due to a net increase in biomass,

2



Section 1.1. Statement of the problem 3

whereas the anthropogenic carbon (Cyp¢) uptake by the ocean is mainly controlled by the physical carbon
pump via the solubility of CO, in the seawater with subsequent transfer by water mass movement (cf. Figure

1.1). For the purpose of this thesis, our focus will be shifted toward the second mechanism.

The ocean is one of the major sinks of anthropogenic carbon dioxide (Ciais et al., 2013; Canadell et al.,
2021). Over the historical period 1850-2020, the cumulated ocean carbon sink adds up to 170 £ 35 GtC,
with two-thirds of this amount being taken up by the global ocean since 1960 (Khatiwala et al., 2013;
Friedlingstein et al., 2021; Gruber et al., 2019, 2023) and other land-use activities (Ciais et al., 2013). More
specifically, the ocean CO; sink has increased from 1.1 +0.04 GtC/yr in the 1960s to 2.8 0.4 GtC/yr dur-
ing 2011-2020 (Friedlingstein et al., 2021), with an interannual variation of the order of a few tenths of
GtCl/yr as shown in Figure 1.2. This assessment of anthropogenic CO, emissions and their redistribution
(among the atmosphere, ocean and terrestrial biosphere) makes use the Global Ocean Biogeochemical Mod-
els (GOBMs)to derive the variability and trends in annual mean fluxes but now the reconstructions are used
to evaluate the model trends (Hauck et al., 2020; Canadell et al., 2021). Specifically, observation based
reconstructions are used for (1) calculating mean fluxes and (2) providing constraints for models, which
provide confidence that the models can be used to derive trends over a longer period than that for which

there are observations (Canadell et al., 2021).

Ocean Sink (Socean)

— Data Products
41 — GoBwMs X%
T 3
>
Q
S
5
T 2]
N
S )
O 2 3
14 _ M 39
0T 2¢
= <
JTHTT 8
0= T — T +0 =
1960 1980 2000 2020
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Figure 1.2: Ocean sinks (Friedlingstein et al., 2021): Comparison of anthropogenic air-sea CO; flux showing the
budget values of ocean sink (black; with uncertainties in grey shading), data-product-based values (cyan; with Watson
et al. (2020) in dashed line as not used for ensemble mean), and individual ocean-model-based values (teal). Data
products are adjusted for the pre-industrial ocean source of CO; from river input to the ocean with the average of
0.45 £ 0.18GtC/yr by Jacobson et al. (2007), and 0.78 +-0.41GtC/yr by Resplandy et al. (2018)

According to the 2019 assessment of the Global Carbon Project, the ocean took up on average approxi-
mately 2.5+0.6 PgCl/yr or 23 £ 5% of the total anthropogenic emissions of CO, over the decade 2009-2018

(Friedlingstein et al., 2021; Hauck et al., 2020). As longer anthropogenic activities such as cement manufac-
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turing and fossil-fuel burning keep on increasing, the levels of atmospheric CO; emissions will continue to
rise as a consequence (Friedlingstein et al., 2021). This increase in atmospheric CO, is responsible for the
increases in the global average temperatures (Prentice et al., 2001) because the CO; in the atmosphere acts
as a powerful greenhouse gas. Oceanic uptake of CO, slows the rate of atmospheric CO, increase and thus
highlights the pivotal role the ocean plays in slowing the rate of climate change (Lenton et al., 2006). For
atmospheric CO, to get into the ocean, the primary pathway is through the gas exchange at the atmosphere-
ocean boundary. This means the ocean takes up CO, primarily through the exchange of CO, across the
air-sea interface, which is a function of the pCO, difference between the surface ocean pCO, (pCOS™)

and the atmospheric pCO, (pCO3!™). This is expressed as follows:
ApCO, = pCOY™ — pCORM, (1.1.1)

The growth rate of oceanic pCO; relative to the atmospheric pCO; provides information on the evolution of
the strength of the sink or source of atmospheric CO; in time (Lenton et al., 2013). However, the direction
of the air-sea CO; flux is defined by ApCO, across the atmosphere-ocean interface with additional controls
from the gas transfer velocity and CO, solubility setting the magnitude. Furthermore, the metric used for
assessing the ocean’s role in CO, emissions is tightly linked to the air-sea CO, flux, Fcoz’ that is estimated

from the bulk formulation established after Wanninkhof (1992).
FCOZ = kW X k() X APCOZ (112)

In this bulk formulation (Equation 1.1.2), the first parameter kyw describes the wind-driven [kinetic] gas
transfer velocity of CO, between the ocean and the atmosphere. It is approximated as a quadratic function of
wind speed (Ujp) at ~ 10 m of sea surface (Sweeney et al., 2007; Wanninkhof, 2014). The second parameter
ko is a temperature and salinity-dependent function describing the aqueous-phase solubility of CO, in the
seawater. Lastly, ApCO, represents the gradient of pCO, at the interface between the ocean and atmosphere
(see Equation 1.1.1). The basic assumption associated with this bulk aerodynamic metric (Equation 1.1.2) is
that the CO; sink is determined by the pCO; gradient ApCO; and the CO; flux Fo(y, is described by the gas
transfer velocity (kw) with the wind speed (Ujg) as the principal driving-kinetic parameter (Wanninkhof,
1992, 2014). When there is a difference between pCOS™ and pCOgtm, the ocean takes up or releases CO,.
This means that the direction of the flux, Fc(y, is determined by the sign of ApCO,. By convention, negative
values of Fco, (ie., ApCO, <0) correspond to transport from the atmosphere to the ocean, whereas positive

values of F, (i.e., ApCO, > 0) represents transport from the ocean to the atmosphere.

Recent years have seen an international collaborative effort that has assembled high quality-controlled
data of surface ocean FCO2 observations, the Surface Ocean FCOZ Atlas (SOCAT) (Sabine et al., 2013;

Bakker et al., 2016). This database has played a pivotal role in most recent studies focusing on reconstructing



Section 1.1. Statement of the problem 5

the surface ocean pCO, from observations and subsequently inferring F(, (e.g., Rodenbeck et al., 2015;
Landschiitzer et al., 2016; Gregor et al., 2019; Denvil-Sommer et al., 2019). However, most observations
contributing to the SOCAT database are obtained from underway sampling platforms on board volunteer

observing ships that are constrained in space and time (Bakker et al., 2016; Gregor et al., 2019).

Observation-based CO, products thoroughly rely on the interpolation of pCO; at the surface ocean,
which is derived from the underway SOCAT ship measurements of the surface ocean CO, fugacity, and
ancillary variables from satellite and reanalysis oceanic data. This interpolation or mapping is made up of
a variety of methods ranging from novel statistical inference (e.g., Rodenbeck et al., 2014; Watson et al.,
2020), to machine learning (e.g., Landschiitzer et al., 2013; Zeng et al., 2015; Gregor et al., 2017; Denvil-
Sommer et al., 2019). All these novel statistical and machine-learning methods provide estimates of the
global ocean carbon sink and its variability at seasonal and inter-annual timescales (Rodenbeck et al., 2015;

Gregor et al., 2019).

Accurate estimation of F, matters because most of the CO; data products resulting from some of
the estimation methods including Landschiitzer et al. (2016) and Gregor et al. (2019) are essential for an
accurate mean annual global carbon budget even though they do not capture the mean decadal (Gloege et
al., 2021). The global carbon budget is an estimate of the flows of CO, bwtween the major reservoirs of
Earth’s carbon cycle, including the atmosphere, land, and ocean (Friedlingstein et al., 2021; Canadell et al.,
2021). In other words, this is a way of accounting for the sources (emissions) and sinks (absorption) of
CO; in the Earth system (Friedlingstein et al., 2022). On the other hand, accurate estimation of ocean CO,
fluxes is critical for approximating the trend of the ocean CO, sink feedback on global warming as well as
ocean acidification (Canadell et al., 2021). However, these methods for estimating the ocean FCO2 fluxes
exclusively rely on sparse and limited observations predominantly from underway ship sampling which is
seasonally biased (Bushinsky et al., 2019; Gregor et al., 2019). This, therefore, hampers the reliability of
these observation-based estimates, particularly in data-sparse regions such as the Southern Ocean and in

winter when these regions are more inaccessible.

1.1.2 Definition of the problem in the Southern Ocean

The spatiotemporal density of surface ocean CO; in-situ observations is not homogeneous within the South-
ern Hemisphere (Gregor et al., 2019; Gloege et al., 2021), particularly in the Southern Ocean that is poorly
sampled in both space and time (Lenton et al., 2006; Monteiro et al., 2010; Fay et al., 2018; Bushinsky
et al., 2019) as one can see in Figure 1.3 (Fay et al., 2018). Therefore, sparse data coverage and the lack
of observations covering the full seasonal cycle (see Figure 1.3) are thus major sources of uncertainties and
biases in observation-based estimates of CO; sink in the Southern Ocean. These spatiotemporal limitations

challenge empirical mapping methods and models to capture the whole-scale variability of pCO, (Gregor
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etal., 2019), which may result in unknown impacts of reconstruction biases and unceratinties, and hence re-
stricts our reliability on observation-based estimates (Rodenbeck et al., 2015; Denvil-Sommer et al., 2019).
These observational limitations have been a significant cause of the convergence of the pCO, reconstruc-
tion performances to a relatively common value — proverbially known as the "hitting the wall" or simply the

"wall" (Gregor et al., 2019).

Annual JJA
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Figure 1.3: The density of observations of the Southern Ocean surface CO, in the SOCAT v5 (released in 2017) with
each 1° x 1° grid cell restricted to years 2002-2016 (Fay et al., 2018; Gray et al., 2018) where (a) and (b) respectively
represent all months of the year and winter (June, July and August, JJA).

In the Southern Ocean, existing quality controlled and gridded observations (SOCAT) used in the recon-
structions of pCOYC™ are summer and spatially biased as they are primarily from volunteering underway
ships (Bakker et al., 2016). In the illustrations of the ship sampling density (Figures 1.3 and 1.4), these sea-
sonal and spatial observational biases in the region become clearly apparent. Despite this data sparseness
in the region, researchers have developed and maintain global monthly gridded observation-based products
such as Jena-MLS (Rodenbeck et al., 2015), MPI-SOMFFN (Landschiitzer et al., 2016), and CSIR-ML6

(Gregor et al., 2019), for global surface ocean pCO9" and air-sea CO, fluxes.

In an increasing effort to respond to these sampling limitations and fill the spatiotemporal observational
gaps in the Southern Ocean, the carbon cycle community has been trying for the past few years to increase
the coverage of surface ocean CO, observations in the Southern Ocean through autonomous observing plat-
forms such as biogeochemical profiling floats (Williams et al., 2017; Gray et al., 2018; Bushinsky et al.,
2019), Wave Gliders (Monteiro et al., 2010; Nicholson et al., 2022), and Saildrones (Sutton et al., 2021).
Particularly, the project called Southern Ocean Carbon and Climate Observation and Modelling (SOCCOM)
(https://soccom.princeton.edu/) started with the aim to deploy about 200 biogeochemical profiling floats in
the region over a period of 5 years between 2015 to 2020 (Williams et al., 2017; Fay et al., 2018). Figure 1.4

illustrates some of the results of this effort with increased data coverage in space and time in the Southern
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Figure 1.4: Depictions of the temporal and spatial distributions of ship-(SOCAT) and float-(SOCCOM) based sam-
plings from Bushinsky et al. (2019) in the Southern Ocean (40°S). Panels (a) and (b) illustrate the sampling density
for the SOCAT data within the periods 1982-2017 and 2014-2017, respectively; panel (c) illustrates the sampling den-
sity for SOCCOM float data within the period 2014-2017; and the colors represent the number of calendar months
(maximum 12) with any data present in a grid cell of 3°-latitude by 4°-longitude. Panels (d) and (e) respectively
illustrating the sampling density for summer (February) and winter (August) months for both SOCAT and SOCCOM
data within the period 2014-2017, also show the bias in shipboard observations toward warming months as well as
remaining gaps in SOCCOM float coverage (see Bushinsky et al. (2019) for more details).

Ocean over this 5-year period. The SOCCOM floats are different from traditional floats Argo floats in the
sense that some include ice avoidance software, while all carry some combination of additional biogeochem-
ical sensors for pH, oxygen, fluorescence, nitrate, and backscattering (Carter et al., 2016; Williams et al.,
2017). Other contributions to this sampling effort have been done using Wave Gliders through the Southern

Ocean Seasonal Cycle Experiment (SOSCEX) project (Monteiro et al., 2010; Nicholson et al., 2022).

The seasonal sampling biases have hampered observation-based reconstructions of the surface ocean
pCO, using machine learning (ML) and contributed to the convergence of the performance of existing ML
methods, in terms of root mean squared errors (RMSEs), to a common limit known in the literature as the
"wall". Gregor et al. (2019) proposed that scale-sensitive integrated multi-platform sampling of surface
ocean pCO, in high-latitude regions (such as in the Southern Ocean) should be the top priority for the
carbon cycle community and suggested that optimized simulation sampling experiments should be used to
understand the spatial and temporal requirements of pCO; in these regions and periods. The study focuses
on these points by investigating how sensitive pCO; reconstructions are to sampling scales of CO, observ-
ing platforms and used the RMSEs of the reconstruction approaches as the main assessment metric of the

uncertainties. Thus, the hypothesis here is that addressing the critical missing sampling scales will get the
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community reconstructions of pCO; “over the wall”.

1.1.3 Differences in CO; products in the Southern Ocean

All empirical methods involved in the estimation of the surface ocean pCO; are not yet optimal for making
good predictions (Keppler and Landschiitzer, 2019). These methods are just gap-filling approaches; they are
thus more appropriate for interpolations in the study domain. Data sampling limitations challenge mapping
methods and models to capture the whole scale variability of pCO9™ (Gregor et al., 2019), and hence restrict

our reliability on observation-based estimates (Rodenbeck et al., 2015; Denvil-Sommer et al., 2019).

Furthermore, these limitations result in fluctuated reconstructions with significant uncertainties and bi-
ases in pCOSM estimates (Denvil-Sommer et al., 2019), and then large discrepancies between estimates
from different methods and data products (Hauck et al., 2020; Friedlingstein et al., 2021). Notwithstanding
the increasing evidence for the importance of the Southern Ocean CO, uptake to global and regional climate
change, particularly its strengthening as a carbon sink in the 2000s following the weakening in the 1990s
(Landschiitzer et al., 2015; Frolicher et al., 2015; Gregor et al., 2019), significant differences are found
in various data products in the region (Williams et al., 2017; Gray et al., 2018). For example, Figure 1.5
illustrates differences in the pCO9C™ estimates throughout the Southern Ocean (south of 40°S) from two
widely used data products SOM-FNN and CSIR-ML6. In Figure 1.5b, it can be seen that larger differences
in the magnitude and phasing of pCO9°™ from the two data products exist between 1982-1998. However,
from 1998 only the difference in phasing got improved until about 2012, and then the differences in both

magnitudes and phasing started getting lower and lower.
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Figure 1.5: Differences in SOM-FNN (Landschiitzer et al., 2016) and CSIR-ML6 (Gregor et al., 2019) data products
of surface ocean pCO, (uatm) in the Southern Ocean south of 40°S. Panel (a) shows the difference map while panel
(b) shows the inter-annual differences (1982-2020). The dashed line (black) corresponds to the zero line.
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1.2 Why the Southern Ocean?

The Southern Ocean can be defined as the ocean that extends from the landmass of the Antarctic continental
block to about 30-40°S or the more dynamical boundary of the sub-Antarctic front (STF) and connects the
Atlantic, Indian and Pacific Oceans (Rintoul et al., 2001; Orsi et al., 1995). The term Southern Ocean was
first used to describe this ocean area by the famous mariner James Cook'. Furthermore, the ocean sink of
anthropogenic carbon is not equally distributed throughout the global ocean (Sarmiento and Gruber, 2006;
Gregor et al., 2018). It is the strongest in high-latitude areas such as the Southern Ocean, home to deep and

intermediate water formations (Gregor et al., 2019; Denvil-Sommer et al., 2019).

1.2.1 Southern Ocean sensitivity to climate

In recent years, studies that started resolving the interannual variability of air-sea CO, fluxes revealed the
climate sensitivity of the Southern Ocean (Landschiitzer et al., 2015). According to McNeil and Matear
(2008), the uptake of anthropogenic CO, happens on top of the natural CO, outgassing, which is assumed

to have been stable since the pre-industrial period (Friedlingstein et al., 2021).

Over the last century, the Southern Ocean has played a role as the largest sink of excess heat (75%) and
about 50% of the ocean uptake and storage (42+5 PgC) of anthropogenic CO2 emissions since the start of
the industrial era (Sabine et al., 2004; Frolicher et al., 2015; Gregor et al., 2019). Thus, the magnitude of
carbon fluxes in the Southern Ocean is a balance between the outgassing of natural CO, and the uptake of
anthropogenic CO;, making the region has important implications on the global carbon cycle and climate
(Takahashi et al., 2009; Lenton et al., 2013). This means that to better understand the global carbon cycle
as well as improve the international effort to mitigate climate change and improve projections, it is critical

to improve the accuracy of the Southern Ocean CO, sink estimates.

The present state of the Southern Ocean CO, uptake is assumed to be variable, which suggests an im-
balance between the outgassing of natural CO, and the uptake of anthropogenic CO, (DeVries et al., 2017).
The modulation of the air-sea CO; exchange by the Southern Ocean has been the focus of many studies
(LeQuéré et al., 2007; Landschiitzer et al., 2015; Frolicher et al., 2015; DeVries et al., 2017; Gruber et al.,
2019; Gregor et al., 2018; McKinley et al., 2020). In their study, the authors found that the total rate of
Southern Ocean uptake of CO, weakened in the decade 1990s, but the region regained its strength to take
up CO?2 in the next decade (2000s) beginning in 2002 until at least 2012 (Figure 1.6). In the 1990s, there
was increased outgassing of natural CO; resulting from the weakening of the Southern Ocean carbon sink
(LeQuéré et al., 2007), which was due to a southerly shift in westerly winds (Keppler and Landschiitzer,

2019). On the other hand, Landschiitzer et al. (2015) reported a reinvigoration of CO; sink in the South-

I James Cook (1728 - 1779) was a British explorer, mariner, cartographer, and captain in the British Royal Navy.
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ern Ocean in the 2000s as a result of a change in the zonal nature of atmospheric circulation that led to a
basin-specific interaction between carbonate chemistry in the ocean and the thermal response of CO; partial
pressure (pCO;). This shows the complexity of CO; response to drivers. The authors used in-situ obser-
vations and a two-step machine-learning method to investigate the decadal evolution of carbon sink in the

Southern Ocean.
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Figure 1.6: Southern Ocean (south of 35°S) CO; sink anomalies (Landschiitzer et al., 2015).

Based on recent studies, there are currently three main hypotheses to explain the decadal variations in the
Southern Ocean CO, sink. These hypotheses include (1) the develpment of Zonal Wavenumber 3 pattern
(Keppler and Landschiitzer, 2019; Gruber et al., 2019) which is potentially linked to stratospheric Ozone, (2)
changes in the shallow overturning circulation (DeVries et al., 2017), and (3) volcanic activity and external
forcing (McKinley et al., 2020). They contribute in strengthen our understanding on the Southern Ocean’s
sensitivity to climate. Furthermore, an additional fourth hypothesis related to increased storms in the region
may be considered (Gregor et al., 2018), however that could potentially be linked with the first hypothesis,

concerning the development of the Zonal Wavenumber 3 large-scale pattern.

Two major oceanic mechanisms can modulate the varaibility of the air-sea CO, flux or pCO, gradient
growth rates to be either faster than the atmospheric CO, growth rates, leading to a decreasing sink of atmo-
spheric CO,, or slower than atmospheric CO; , leading to an increasing sink of atmospheric CO, (Equations
1.1.1 and 1.1.2). The first major mechanism, called bilogical pump, is the changes in the biological primary
production (Sarmiento and Gruber, 2006; Landschiitzer et al., 2015; Gregor et al., 2018). This mechanism
involves the transfer of carbon within the ocean’s ecosystems and plays a significant role in the long-term
storage of carbon. In the biological pump, carbon is taken up by marine organisms, particularly phytoplank-
ton, through the process of photosynthesis. Phytoplankton use CO, and sunlight to produce organic matter

(Sarmiento and Gruber, 2006).

The second mechanisms, called solubility pump, corresponds to changes in ocean physics that can lead to
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changes in sea surface temperature, sea surface salinity and alkalinity, which affect the solubility of dissolved
inorganic carbon (DIC) in the upper ocean (Sarmiento and Gruber, 2006; Landschiitzer et al., 2015; Gruber
et al., 2019). More specifically, when atmospheric CO;, levels increase due to human activities, such as the
burning of fossil fuels, a portion of that excess CO; is absorbed by the ocean (Friedlingstein et al., 2022).
This absorption process occurs through the solubility cycle, where CO, dissolves in seawater and forms
carbonic acid, which then dissociates into bicarbonate and carbonate ions. The dissolved CO?2 is effectively
"pumped" into the ocean, reducing the amount of CO, in the atmosphere (Sarmiento and Gruber, 2006) and

mitigating the greenhouse effect that contributes to global warming (Friedlingstein et al., 2022).

In the Southern Ocean, observation-based estimates of contemporary air-sea CO; flux typically find sub-
stantial net uptake with climatological values of —0.8 and —1.0 PgC/yr (in the 2000s) respectively estimated
by Takahashi et al. (2009) and Landschiitzer et al. (2015), where negative sign denotes flux into the ocean.
Furthermore, on longer time scales, changes in this region’s carbon flux have also been implicated in mod-
ulating glacial-interglacial cycles (Sigman et al., 2010), and significant variability exists on interannual to
decadal time scales (LeQuéré et al., 2007; Lenton et al., 2013; Landschiitzer et al., 2015). Based on recent
estimates from global climate model simulations, a modern Southern Ocean CO, uptake was in the range

of —0.5 and —1.3 PgCl/yr in 2015 (Nevison et al., 2016).

1.2.2 Southern Ocean circulation and CO, sink

The Earth can be seen as an ocean planet due to ~71% of its surface coverage by water and up to ~6% of
sea ice (Grassl, 2001). Therefore, the uptake and storage of carbon and heat are dominated by the oceans.
Large-scale oceanic flows in the open ocean are nearly in geostrophic and hydrostatic balance (Rintoul et al.,

2001; Marshall and Speer, 2012).

The Southern Ocean plays a unique role in connecting all the Earth’s Oceans (Figure 1.7) and influencing
the Earth’s climate system. In addition, the vital role the region has in the global anthropogenic CO, uptake
is dominantly due to its unique circulation (Marshall, 2003; Marshall and Speer, 2012). The Southern Ocean
is geographically opened at the Drake Passage and carries the Antarctic Circumpolar Current (ACC) which

flows continuously eastward around the Antarctic continent as shown in Figure 1.7.

A strongly divergent surface flow is driven by the westerly winds and allows old Upper Circumpolar Deep
Water that carries little anthropogenic CO2 to come back to the surface ocean at the Southern Boundary
(SB) or Polar Front (Carter et al., 2008; Marshall and Speer, 2012; Talley, 2013; Terhaar et al., 2021) that
is the southern limit of the ACC (Figure 1.7). When a small fraction of upwelled and surface water moves
southward and is converted into Antarctic Bottom Waters (Talley, 2013; Terhaar et al., 2021), the largest
fraction flows northward through Ekman transport while taking up large amounts of anthropogenic CO, via

exchange of gas between atmosphere and ocean (DeVries et al., 2017; Terhaar et al., 2021). Ultimately, these
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Figure 1.7: An illustration — after Carter et al. (2008) — of a major circulation feature of the Southern Ocean: the
Antarctic Circumpolar Current (ACC) and its links to the meridional overturning circulation (MOC). The map de-
scribes the Southern Ocean regions with inflow and outflow connections with the southern basin of the Atlantic,
and Indian Pacific Oceans. Specifically, it shows (1) the ACC constrained by the Sub-Antarctic Front (SAF) and the
Southern Boundary (SB) or the southern limit of Upper Circumpolar Deep Water (UCDW); (2) the Ross, Weddell,
and Un-named subpolar gyres (G.); (3) the main exit points of Deep Western Boundary Current (DWBC) from the
Southern Ocean (blue arrows). Lastly, are shown the main annotations of the bathymetry elevations F. P1., K. P1., and
R. corresponding to Falkland Plateau, Kerguelen Plateau and Ridge, respectively.

northward-flowing water masses are transformed into Sub-Antarctic Mode Water (SAMW) (Talley, 2013)
and Antarctic Intermediate Water (AIW) by means of surface heat uptake and mixing with southward flowing
water from mid-latitude regions (Gruber et al., 2019; Terhaar et al., 2021). Now, enriched in anthropogenic
carbon, SAMW and AIW are then subducted in the vicinity of the Sub-Tropical Front (STF) below the light
Sub-Tropical waters into the deeper ocean (Talley, 2013; Terhaar et al., 2021). The formation rate of SAMW
and AIW primarily dictate the amount of anthropogenic carbon taken up in the Southern Ocean in such a
way that other factors such as the buffer capacity and the air-sea equilibration time of pCO, become less

important (Caldeira and Duffy, 2000; Sabine et al., 2004; DeVries et al., 2017; Terhaar et al., 2021).

The Southern Ocean opening at the Drake Passage creates a mixture of Sverdrup and non-Sverdrup
balance for the general circulation, hence the Antarctic subpolar gyres are observed, for example, at Weddell
and Ross Seas (Carter et al., 2008). It is within the latitude band of the Drake Passage (absence of land
barriers) that the strong eastward flow of the ACC connects each of the three basins corresponding to the
Atlantic, Indian and Pacific Oceans (Rintoul et al., 2001; Rintoul, 2008; Carter et al., 2008). The ACC, as
it encircles Antarctica, is the world’s largest ocean current and the most dominant circulation feature of the

Southern Ocean (Rintoul, 2008). As illustrated in Figure 1.7, the ACC circulation includes the Amundsen
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Sea, Bellingshausen Sea, Ross Sea, Weddell Sea, a major part of the Drake Passage, and a small part of the
Scotia Sea (Carter et al., 2008; Metzl et al., 2006; Lenton et al., 2013). This ACC circulation is particularly
unique as it combines the upwelling of deep circumpolar waters, very rich in carbon and nutrients, and the
subduction of surface freshwater (Gruber et al., 2009; Sallée et al., 2013; Gruber et al., 2019). The ACC
circulation allows the Southern Ocean to close the overturning circulation of the global ocean (Marshall and
Speer, 2012; DeVries et al., 2017) while maintaining the nutrient balance of low-latitude oceans (Sarmiento
et al., 2004) and sequestering anthropogenic CO, and excess heat from the atmosphere (Frolicher et al.,

2015).

1.3 OSSEs and empirical modelling of pCO,

1.3.1 The current state of OSSEs

Since the 1980s, Observing System Simulation Experiments (OSSEs) have been developed and conducted
for extensive numerical weather prediction to explore the impact of new observational data on analysis qual-
ity and forecast skill (Zeng et al., 2020). They were first developed at the Goddard Space Flight Center of
the National Aeronautics and Space Administration (NASA), and at the Atlantic Oceanographic and Mete-
orological Laboratory of the National Oceanic and Atmospheric Administration (NOAA), in collaboration
with academic partners, private enterprises, and operational data assimilation centers (Xue et al., 2006; At-
las, 1997; Zeng et al., 2020). These OSSEs have been used to correctly quantify the potential for several
proposed satellite observing systems to improve weather analysis and prediction prior to their launch. Nowa-
days, the adoption of OSSEs in different research sectors has improved quantitative and objective assessment
capabilities to evaluate operational and future observation system impacts and trade-offs (Xue et al., 2006;

Halliwell et al., 2014; Atlas, 1997; Kamenkovich et al., 2017).

NASA has broadened the definition of OSSE to include two sets of approaches: sampling OSSE and
retrieval OSSE. The retrieval OSSE approach seeks to quantify the degree to which prospective observations
provide information on the geophysical parameter or variable of interest, whereas a sampling OSSE is used
to figure out whether a chosen observing system candidate has sufficient spatial and temporal sampling
coverage to address a specific science question (Atlas et al., 2015; Zeng et al., 2020). However, in addition
to assessing the observation sufficiency, outcomes from the retrieval OSSE can be used to further analyse
uncertainties and biases in a predictive OSSE framework. Both sets of OSSE approaches are schematically

depicted in Figure 1.8.

The recent literature points to two key types of OSSEs: the traditional global forecasting OSSE which has
reached the most advanced stage with extensive peer-reviewed papers, and the historical or sampling OSSE

approach which is relatively new and needs further development (Atlas et al., 2015; Zeng et al., 2020).
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Figure 1.8: Schematic depiction of both sampling and retrieval OSSEs as used in NASA (Zeng et al., 2020).

The traditional forecasting OSSEs make use of Nature Run (also known as synthetic) from all observations
are simulated while the sampling OSSEs use an alternate model to simulate only the new observations
whose impacts are to be estimated and allow for the examination of actual events in the historical record
(Boukabara et al., 2016; Hoffman and Atlas, 2016; Zeng et al., 2020). However, although the historical
OSSEs may be useful for understanding specific cases, their use in decision-making for observing system

design is cautioned (Zeng et al., 2020).

Modern OSSE frameworks are made up of three main components: (1) a Nature Run (NR), (2) a Data
Assimilation System (DAS), and (3) a programme or software to extract “pseudo-observations” from the
Nature Run and to include realistic observation errors (Halliwell et al., 2014; Atlas et al., 2015; Zeng et al.,
2020). While a NR is a model simulation with high possible resolutions whose output is assumed to be
closely representative of the true environmental conditions from a statistical viewpoint, a DAS is a system
that combines both observations and model output to produce a more optimal estimate of the evolving state

of the observing system (Andersson and Masutani, 2010). For example, OSSEs have been performed to:

* Make design decisions for making a new observing system or network (Mazloff et al., 2018; Ka-

menkovich et al., 2017).

* Find out whether a new observing system will add value to numerical weather prediction and analysis

(Hoffman and Atlas, 2016; Atlas, 1997).
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* Investigate the behaviour of DASes and thereby optimally tune these systems in an environment where

the “truth” and hence the system’s behaviour is known (Boukabara et al., 2016).

The application of OSSEs in the ocean carbon community has been almost non-existent, particularly in
the Southern Ocean, until recently. The first track of published work using the OSSE in the ocean carbon
community is by Majkut et al. (2014). Motivated by the limitation of our understanding of the dynamics
governing the Southern Ocean CO, uptake — mainly due to sparse observations and incomplete model for-
mulation — the authors used OSSEs to show that float-based sampling provides an opportunity for measuring
the mean CO, fluxes and monitoring the mean uptake over time-scales. Specifically, they used OSSEs to
review the model and empirical estimates for CO, uptake in the Southern Ocean and then investigate the

float-based sampling benefits and strategies.

Recently, a few studies coupled OSSE and empirical mapping approaches to investigate some press-
ing scientific questions regarding errors in surface ocean pCO, estimates and pCO, field reconstructions
(Gloege et al., 2021; Denvil-Sommer et al., 2021; Valsala et al., 2021). These studies all used ocean model
output and assumed that they provide plausible representations of the relationships that exist between pCO,
and its ancillary variables. Specifically, at a global scale, Gloege et al. (2021) used OSSEs on Earth System
Models with SOCAT-ship track data to quantify errors in observation-based estimates of seasonal, decadal,
and sub-decadal variability of ocean carbon sink. In their study, the authors also added SOCAT-based sam-
ples to assess the impacts on reducing uncertainty. At a regional scale, in the Atlantic Ocean to be specific,
Denvil-Sommer et al. (2021) carried out a series of OSSEs with geographical and time locations from three
ocean observing platforms including (1) volunteering observing ships, (2) Argo floats, and (3) OceanSITES
moorings. Lastly, Valsala et al. (2021) carried out almost similar OSSEs as Denvil-Sommer et al. (2021)
in the Indian Ocean to identify potential locations for making surface ocean pCO, measurements using

moorings and ships.

1.3.2 State of pCO, reconstructions in the Southern Ocean

Novel reconstruction methods of surface ocean CO; all seek to fill — "reconstruct” — the spatial and temporal
sampling gaps from existing ship-based surface ocean CO, observations by extrapolating the CO, partial
pressure (pCO,) at the surface ocean (pCOY™) using prognostic ancillary variables. Different numerical
and empirical approaches have been used for pCO, reconstruction, regionally and globally. Many empirical
approaches such as statistical interpolations and regression methods (Iida et al., 2015; Jones et al., 2015; Ro-
denbeck et al., 2003, 2014) gained attention as alternative methods to ocean biogeochemical models (Lenton
et al., 2013) until recently when machine learning approaches have been used increasingly as an alternative
(Gregor et al., 2017, 2018; Landschiitzer et al., 2013, 2014; Landschiitzer et al., 2015). The ancillary vari-

ables by these novel methods are usually satellite-observed and re-analysis-based sea surface temperature,
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sea surface salinity, mixed layer depth, chlorophyll-a, etc. The feasibility of these extrapolations is based
on a known but complex relationship between the surface ocean pCO, and the above-mentioned prognostic

variables, which is sought through various approximations (Takahashi et al., 1993).

Hindcast simulations with ocean models and observation-based mapping techniques (Hauck et al., 2020;
Friedlingstein et al., 2021) are integral to providing a regional picture of the evolution of ocean carbon sink
(Gloege et al., 2021). But observations are too sparse in time and space to directly constrain air-sea CO, ex-
change. For example, globally, the 2020 release of the SOCAT database covered only 1.5-2% of all possible
monthly 1° x 1° grids in the period 1982-2019 (Gloege et al., 2021). The data sparseness is the most sig-
nificant in the stormy autumn and winter seasons, especially in remote regions such as the Southern Ocean,
requiring substantial extrapolations to map surface ocean pCO, and to subsequently fill the sampling gaps
(Gregor et al., 2017, 2019; Landschiitzer et al., 2014). These sampling limitations challenge the ability of
mapping methods to accurately reconstruct surface ocean pCO,. The most popular and current mapping
techniques combine unsupervised & supervised machine-learning methods such as the self-organizing map
and feed-forward neural network (Landschiitzer et al., 2016) and mini-batch K-Means & feed-forward neu-
ral network or gradient boosting machine(Gregor et al., 2019), to provide continuous monthly estimates of
pCO,. However, existing differences in the results of these pCO; reconstruction methods in the Southern
Ocean (e.g., see Section 1.1.3) are a real challenge to the direct comparison of pCO, estimates to ocean
model outputs (Mongwe et al., 2018) as well as the benchmarking of Earth system model-based predic-
tions (Li et al., 2020). This would subsequently influence the assessment accuracy of the regional and
global carbon budget as these results are now being used in the global carbon budget (LeQuéré et al., 2016;

Friedlingstein et al., 2021).

1.4 Structure of the thesis

The importance of the Southern Ocean climate sensitivity in the regional and global climate was outlined
in Section 1.1 which leads to the focus on the importance of improving the accuracy and precision of ocean
carbon sink estimates in the region. However, temporal and spatial observational gaps in the Southern Ocean
continue to be a problem. This is exacerbated by the lack of a rigorous scale-sensitive sampling strategy for
observing platforms in the Southern Ocean to close observational gaps and reduce biases and uncertainties

in surface ocean pCO, reconstructions.

By scale sensitive sampling strategy, I mean a sampling strategy which addresses limitations including
winter and basin-scale sampling gaps as well as seasonal sampling aliases in high-EKE and mesoscale-
intensive ocean regions. In increasing CO, sampling efforts in the Southern Ocean using autonomous

sampling platforms through research programs like SOCCOM and the Southern Ocean Carbon—Climate
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Observatory (SOCCO), the community has tried to answer this problem, but the effectiveness of these ef-
forts has not yet been tested. Addressing this aspect of the problem — the sampling scale sensitivity of pCO,
reconstructions — will allow the community to provide accurate estimates of air-sea CO, fluxes in the South-
ern Ocean. This will contribute to an accurate mean annual global carbon budget which is critical for the

trend of the ocean sink feedback on global warming as well as ocean acidification.

14.1 Aims

Based on the bulk formulation of air-sea CO; fluxes, Fc, given in Equation 1.1.2, any biases and uncer-
tainties present in surface ocean pCO, reconstructions have direct implications in the Fco, calculation,
therefore, hamper the accuracy and precision of the estimation of the Southern Ocean CO; sink. In this the-
sis, I aim to advance understanding of the sampling scale sensitivity of pCO; reconstructions and contribute
— through a scale-sensitive sampling strategy of observing platforms in the Southern Ocean — to breaking
through the proverbial “wall” (see Section 1.1.2) on which the performances of observation-based pCO,

estimates have been converging.

1.4.2 Outline

Henceforth, this thesis is outlined as follows. Chapter 2 of this thesis presents the data sets and the method-
ologies common to all the other research chapters. Chapter 3 of the thesis uses a set of semi-idealized OSSEs
to discuss whether the scale-sensitive sampling in the Southern Ocean matters in pCO, reconstructions in
the region. Chapter 4 looks at the sensitivity of two-step pCO, reconstructions to clustering choices for the
Southern Ocean as a whole. Specifically, in this chapter, I evaluate the clustering methods, the first step in
the two-step pCO; reconstructions and the contribution that each of the clustering methods or their ensem-
ble make to the bias and root mean square error in the contrasting summer and winter sampling scenarios.
Chapter 5 investigates a scale-sensitive integrated pCO; observing system for the Southern Ocean in order
to "get over the wall" (see Section 1.1.2). Here, I propose a scale-sensitive sampling strategy that addresses
the limitations of underway SOCAT ship observations in the whole Southern Ocean and strengthens the
existing summer-biased ship-based reconstructions of surface ocean pCO, in order to “get over the wall”.
Chapter 6 reflects on the "big" question of the thesis which is the sampling scale sensitivity of pCO; re-
constructions in the Southern Ocean. Here, I thus conclude by discussing the limitations of my study and

recommendations for future observational and modelling studies.



Chapter 2
Data, modelling frameworks and theory

In this chapter, I present the data sets and the methodologies common and used throughout all the research
chapters. Specifically, I start by presenting the technical details of the ocean model data products together
with its configurations within the study region (i.e., Southern Ocean) where we explore, process, and visu-
alize the model prognostics variables that are required throughout this thesis. Then, I present the essence
of the research questions of this study through the Southern Ocean Seasonal Cycle Experiment (SOSCEx)
project. The final sections of the chapter introduces the machine learning (ML) regression frameworks used
in this thesis with a specific focus on a class of feed-forward neural network called Multi-layer Perceptron,
and on another sophisticated ML regression algorithm from the class of Gradient Boosting Decision Tree
called Gradient Boosting Machine. I also explain some fundamental theories and applications these gap-
filling methods and describes how to assess the resulting models and optimize them through tuning of their
hyperparameters in order to obtain much stable and generalizable models to make predictions. The second
last section introduce the general conpception of observing system simulation experiments (OSSEs), while
the last section give a thorough decomposition of various sources of potential uncertainties required for the

purpose the analyses in this thesis.

2.1 A regional forced ocean model

2.1.1 BIOPERIANT12 model specifications

The ocean model data used in this thesis are from a year-long mesoscale resolving (10 km) ocean model
simulation. This ocean model is thus a regional configuration, BIOPERIANT12-CNCRUNOS5A-S (BIOPE-
RIANT12), of the state-of-the-art ocean modelling framework NEMO (Nucleus for European Modelling
Ocean) coupled with the biogeochemical model PISCES (Pelagic Interactions Scheme for Carbon and
Ecosystem Studies) which simulates the lower tropic level of the marine ecosystem and the biogeochem-

ical cycles of carbon and nutrients (Aumont et al., 2015).

Specifically, the BIOPERIANT12 ocean model whose a general configuration is described in Table 2.1, is
a high-resolution (+10 km) forced NEMO-PISCES regional Southern Ocean model. This model simulates
daily outputs but only five-daily mean outputs are saved because of the limited computational memory and

storage resources in the supercomputing system on which the BIOPERIANT12 model is run and hosted.

18
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Table 2.1: Specifications of BIOPERIANT12-CNCRUNOSA-S configuration (the forced NEMO-PISCES regional
Southern Ocean model). This table is adapted from Mongwe et al. (2016) and Gregor (2017).

Domain Regional Circumpolar 30°S to Antarctic continent 77°S
. ) x=4322
Horizontal Grid Resolution 13 X 135
y=1122
46 vertical levels upper 200 m 15 levels
Vertical Grid
z—coordinate + partial bottom steps below 200 m 20 levels

Started from rest

Initial Conditions T and S from the World Ocean Atlas

Sea ice from ORCA12

Spin-up 1989-1995
Run 1996-2009

Run Duration

5 day ocean dynamics from ORCA12

Lateral Boundary Only northern boundary open 1 month tracer climatologies:

Alk, DIC, DOC, De, NO3, Oz, POy, Si

ERA Interim
10 m u and v 3 hours
Atmospheric Fforcing swrad, lwrad 24 hours
tair, thumi (¢2,¢2) 3 hours
precio, snow 24 hours

Surface Boundary

Damping

S and T are damped to climatologies

Runofts

S and T are included at a frequency of 24 hours

River treatments, mixing over upper 10 m

Sea surface restoring

Salinity only - using Levitus climatolog

penetration of light

RGB formulation with Chlorophyll read from file

Bottom Boundary | Non-linewar bottom friction

Ocean tracer advection scheme: total variation friction (TVD)

PISCES tracer advection scheme: Monotonic Upstream-centered Scheme for Conservation Laws (MUSCL)

Eddy-resolving

Model Numerics | Laplacian lateral diffusion for tracers along isoneutral surfaces

Biplacian lateral diffusion of momentum along geopotential surfaces

Vertical diffusion is handled by TKE scheme, with the source below the ML

Langmuir parameterisation, surface mixing length scale is a function of wind

Due to the computational memory and storage resource limitations of the supercomputing system that I
used for the study, the high-resolution (£10km) ocean model run with daily output was only available for
one year, 2009, the last year run of the BIOPERIANT12 ocean model (see Table 2.1). However, a specific
model year is not here necessary because the thesis takes a semi-idealized approach that assumes a single
year to be the benchmark to explore the sensitivity of pCO; reconstructions to the temporal and spatial

observation-scale gaps stemming from observing platforms such as ships and autonomous vehicles.
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2.1.2 Prognostic variables of interest and processing

The BIOPERIANT12 ocean model has many prognostic variables including two phytoplankton types (di-
atoms and nanophytoplankton) and a description of the marine carbonate in the model. However, we focus
only on the variables that are of particular interest for our study. These variables include the partial pressure
of carbon dioxide (pCO,) at the surface ocean ( pcogcean), and its well-known physical and biogeochemi-
cal drivers (Takahashi et al., 1993) including the sea surface temperature (SST), sea surface salinity (SSS),
mixed layer depth (MLD), chlorophyll-a (Chl-a) concentration. Their characterization is presented with
more details in Table 2.2. The pCO; reconstruction methods try to establish a non-linear relationship be-
tween the surface ocean pCO; (or its variants such as the air-sea CO, gradient ApCO;), and a set of proxy
variables that may vary from one method to another (Landschiitzer et al., 2013; Rodenbeck et al., 2015;
Gregor et al., 2017, 2019). Moreover, the common assumption is these drivers capture the major modes of
spatio-temporal variability of pCOS°™,

Table 2.2: Characteristics of the BIOPERIANT12 prognostic variables of interest and basic data processing steps
used for the proxy variables of the surface ocean pCO;. It is important to not that the the NEMO-PISCES sign of the
gradient, ApCQO,, is reversed in the thesis; that is, positive(+) is a flux from the atmosphere (atm) to the ocean (ocn)
unlike what is usually used in the literature (cf. Equation 1.1.1). Abbreviations are used throughout the thesis.

Date Resolutions

Variables Abbreviations Processing
Tange | spatial | temporal

Model simulations

Air-sea pCO, gradient ApCO,

pCOM — pcogen
Atmospheric (atm) pCO, pCOgltm in-situ
Surface ocean pCO;, pCO, or pCOYN pCOEltm —ApCO;,
Sea surface temperature SST Model simulations
Sea surface salinity SSS Model simulations

Model simulations
Mixed layer depth MLD 1 year

log, transformation

—~
S
SN—

o

daily

Nano chlorophyll NChl Model simulations
Datom chlorophyll DChl Model simulations
DChl + NChl
Chlorophyll-a Chl-a
log transformation
DoY cos (DoY x 2%
Day of the year (DoY) cos ( 365 )
DoY g, sin (DoY X 3%.)

The BIOPERIANT12 ocean model run outputs ApCO, before the surface ocean pCO, data can be de-
rived through preprocessing as summarized in Table 2.2. Similarly, the total chlorophyll-a concentration

was derived from nano and diatom phytoplankton chlorophyll concentation (diatom + nano phytoplankton).
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For empirical estimation of pCO,, outputs of some prognostic variables of interest such as MLD and Chl-a
had to be preprocessed. They underwent a log,, transformation in order to return a distribution closer to a
normal distribution (Maritorena et al., 2010; Holte et al., 2017). In practice, existing reconstruction meth-
ods have been using MLD climatology as a proxy variable (Gregor et al., 2019; Gloege et al., 2021). This
enables a smoothing of the data and thus reduces the uncertainty from MLD information. However, in the
OSSE setting, using MLD from the model rather than a climatology is likely an advantage compared to the
existing methods that use MLD climatology. The advantage of including proxy variables such as MLLD and
Chl-a is that the model is providing constraints which might not be available from real-world observations.
The temporal coordinate of the data is also included as proxy through a variable transformation that aims to
preserve the seasonality of the data. This seasonality preservation was done by transforming the day-of-year
say j as in Gregor et al. (2017) (see Table 2.2). The maps of annual means of the surface ocean pCO,
and its key proxies used in the modelling are shown in Figure 2.1. Spatial coordinates (latitude, longitude)
are not included in the pCO, predictors like in (Gregor et al., 2017, 2018) and many other studies used in
(Rodenbeck et al., 2015). This is because according to (Gregor et al., 2017), coordinate variables do not
drive mechanistic changes in pCO,.

Surface ocean pCO,; [patm] Mixed layer depth [m] Sea surface salinity [PSU]
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Figure 2.1: Southern Ocean annual mean of the BIOPERIANT12 (a) surface ocean pCO,, (b) mixed layer depth
(MLD), sea surface salinity (SSS), (d) total chlorophyll-a concentration (diatom + nano phytoplankton), and (e) sea
surface temperature (SST).
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2.2 SOSCEXx project

According to many studies, the seasonal cycle is known as the strongest mode of natural CO; variability in
the Southern Ocean and also the one that most strongly links climate and ocean ecosystems (Mongwe et al.,
2018; Gruber et al., 2009, 2019). Its characteristics are largely shaped by high-frequency intra-seasonal
modes defining the response modes in physics and biogeochemistry components (Mongwe et al., 2016,
2018). Therefore, the Southern Ocean Seasonal Cycle Experiment (SOSCEX) project - an initiative of the
Southern Ocean Carbon and Climate Observatory (SOCCO), a research programme led by the Council
of Scientific and industrial Research (CSIR) - was launched in 2013. The SOSCEx goal was to explore
the nature and links in dynamics and scale sensitivities of atmospheric forcing, CO, fluxes, and primary
production, with a particular focus on the seasonal cycle mode as a test for the climate sensitivity of earth
systems models in respect of the evolution of both atmospheric CO, and ocean ecosystems in the 21st century

(Swart et al., 2012; Monteiro et al., 2010, 2015).
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Figure 2.2: Schematic view of the observing strategy the third phase of SOSCEx project. The figure illustratesthe
use of multiple ocean sampling tools including ships, gliders, floats, and numerical models. The hexagonal patterns
(blue-yellow) depict the twined glider deployments; the orange curve shows the Lagrangian float sampling trajecto-
ries, while the high-resolution modellingdomain is represented with the white dashed line. In magenta lines are the
average locations of the oceanic fronts shown as derived from satellite altimetry data, whereas the underlying shading
depicts the mean summer chlorophyll-a concentration in the region with lighter shading=high Chl-a areas. (Source:
https://socco.org.za/news/plans-underway-for-soscex-iii/ ).

As illustrated in Figure 2.2, the novel aspect of the third phase of that project (SOSCEx 111, 2015-2018)
was the integration of a multi-platform approach. This consisted of combining gliders, ships, floats, satellites
and prognostic models to explore new questions about climate sensitivity of CO, and ocean ecosystem

dynamics and how these processes are parameterized in ocean biogeochemical models, hence the high-
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resolution forced NEMO-PISCES regional Southern Ocean model, BIOPERIANT12.
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Figure 2.3: This figure depicts our study area and the main characteristics of the site as follows. (a) This is the study
region with the sampling location of the gliders (red box) overlaid on the regional mean SeaWIFS chlorophyll-a (Chl-
a). (b) Entire sampling domain of the Liquid Robotics Carbon Waveglider, dubbed WG SV2, from deployment in
the North-west quadrant to its long term pseudo-mooring polygon sampling pattern in the SAZ, located at about 1300
km South-west of Cape Town, South Africa. The blue (¢) and orange (d) boxes represent the zoom of the polygon
sampling pattern of the Wave Glider (WG) in site 1 and site 2, respectively, with the radius of the polygon indicated
(~ 8 km). The centre of the polygon represents the mean location of the Seaglider profiling to 1000 m depth. The
color shading in (b), (¢) and (d) depicts the temporal evolution of the experiment, that we called here WG journey
dates.

2.3 Machine learning frameworks and theory

In a data analytic viewpoint, the problems we are addressing in this thesis are tackled as a regression predic-
tive modelling problem. Simplistically, this means a modelling problem that involves interpolating a real-
valued quantity (such as the surface ocean pCO,) by leveraging the prediction skill of a Machine Learning
(ML) algorithm trained on the data associated with the problem. When it comes to solving a ML problem,
often the hardest task can be finding suitable algorithms for the job. The main reason is that different meth-
ods are better suited for different types of data and different problems as described by the flowchart in Figure

24.

2.3.1 Learning a ML model

It is important to keep in mind that the algorithm does the learning from training data, and then the model
contains learned funtional relationships as depicted on Figure 2.4. The model itself may be a handful of
numbers, and ways of using those numbers to relate input (features/proxies) to output (target). In predictive

modelling, there are three concepts that can be considered as fundamental to answering the underlying ques-
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tion. The first concept is the Sample Data that represents the collected data or information that describes the

Used b
Training Yy »|  Algorithm
Data
Results in
Reads in Makes
Unseen Data 7?7 » Model > Predictions

Figure 2.4: This figure depicts the creation of a predictive model from training data and an algorithm. This resulting
model can then be used to make predictions.

problem with the known relationship between the inputs and the outputs; for example, variables such as sea
surface temperature (SST), sea surface salinity (SSS), surface chlorophyll-a (Chl-a) and mixed layer depth
(MLD) serve as proxies or drivers for known processes that modulates the surface ocean pCO; (Sarmiento
and Gruber, 2006). The second concept is to Learn a Model that represents the algorithm used on the sample
data to create a model that can later be used over and over again. The third and final concept we consider
here is Making Predictions, that is, the use of the previously learned model on new input data for which
the outputs are unknown. Previous studies such as Landschiitzer et al. (2013), Gregor et al. (2019), and
Denvil-Sommer et al. (2019) leveraged similar concepts in order to reconstruct the global ocean maps of the

surface ocean pCO2 and subsequently that of air-sea CO; fluxes.
Function estimation

In general, in machine learning applications, particularly in the classical supervised leaning setting like that
of this thesis, the problem resulting in the problem of function estimation. The learning being supervised
restricts us, researchers and practitioner, on avaibility of data, especially the target data, which can be very
costly to obtain (e.g.; surface ocean pCO;). Let us consider the dataset (x,y)?lzl, where N is the size of
the dataset, x = (xy,--- ,x,) referes to the ancillary input variables and y to the corresponding values of the
response variable such as the surface ocean pCO,. The goal is thus to reconstruct the unknown functional
relationship f : x — y so that the resulting estimate f (x) minimizes some specified loss function ® (y, f)

(Natekin and Knoll, 2013); that is,

y =7 (x) = argmin & (y, f (x)) (2.3.1)

fx)
Not knowing neither the true functional dependence of f(x), nor the exact form the resulting estimate f (x),
the estimation problem can be written in terms of expections like in mathematical statistics (Hastie et al.,
2009; Natekin and Knoll, 2013). Therefore, the equivalent formulation of Equation 2.3.1 will be to minimize

E, [®@(y, f(x))] — the expected loss over the response variable (y) — conditioned on the explanatory data x
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as follows:

N

Jx) = ar}%(“;in Eo{Ey [® (. f(x))] |x}- (23.2)

In many applications, this function estimation problem is tractable, which means the function search space
is restricted to a parametric family of functions f(x, 0). Thus, the function optimization problem (Equation

2.3.2) would become a parameter estimation problem (cf. Equation 2.3.3).

A

Jx) = argmin {Ey [ (y,f(x,0))][x}, (2.3.3)

where O is the parameter space, and

f(x)=f(x0). (2.3.4)

Now, the resulting function estimate f consititutes the model and can be used to make predictions f () on a
new data X of the explanatory variable x. Sections 2.3.2 and 2.3.5 give an overview on how the optimization
in this function estimation work in practice for the two machine learning regression algorithms used in this

thesis.

2.3.2 Feed-forward neural networks
Model description and basic formulation

In this section, we present some key theoretical concepts and applications of the class of neural netwok
algorithms that are used in this thesis. More precisely, we used a class of feed-forward artificial neural
network called Multi-layer Perceptron (MLP) that consists of at least three layers of nodes/units: an input
layer, a hidden layer and an output layer. Each unit is a neuron that uses a non-linear activation function. In
artificial neural network, the activation function of a unit defines the output of that unit given an input or a

set of inputs.

As many other Machine Learning methods, in the training phase, MLP makes use of a widely used
supervised learning techniques called back-propagation. Based on the graph above (see Figure 2.5), let’s
consider for example that fully-connected network with one hidden layer and no biases, trained to predict
an output value y (e.g. pCO9", the surface ocean pCO,) from the feature variable or proxy x (e.g. salinity,

sea surface temperature, etc.) using the Euclidean metric — defining the distance between a ground-truth

data point and the estimated one — for the loss function.

Theoretical analysis
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Input Hidden Output
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Figure 2.5: Depiction of a typical example of the architecture or graph of a simple Multi-layer Perceptron network, a
2-layer neural network as the input layer does not usually count when counting the number of layers in a network. Its
multiple layers and non-linear activation function distinguish MLP from linear perceptron.

Using the non-linear activation function called Rectified Linear Unit (ReLU) and defined as follows:

xifx>0
ReLU: x — max(0,x) = ,

0 else

our MLP example can be set up as follows:
Y() = max (O,X(i)w(1)> w®,

where i = 1,2, --- ,n with n the total number of samples and corresponds to the i-th example, and: YV =

is the i-th output target with ¢ output values (for our application ¢ = 1), X = is the i-th
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input data with p features (for our application p = 4), and w(¥) = is the weight vector of the ¢/-th

l
!

layer with £ = 1,2, and py is the number of weights . Subsequently, we are _going to consider only one sample
(x,y) where ¢ = 1 as in our application the output has only one target, the surface ocean pCO, we denoted

by pCO9C™.

2.3.3 Definition. The back-propagation algorithm in a graph consists of two important phases described as

follows.

1. Forward pass: in this first phase, for each node, we compute local partial derivatives of the loss

function given inputs.

2. Backward pass: in this phase, we apply chain rule from the end to each parameter, update these
parameters with gradient descent using the current upstream gradient and the current local gradient,

and then compute upstream gradient for the backward nodes.

During the Forward Pass, given the inputs x (such as sea surface temperature, sea surface salinity, mixed
layer depth and chloryphyll), the forward pass with local partial derivatives of output (loss) is structured as
illustrated on the Flow Diagram (Table 2.3).
Table 2.3: Flow diagram depicting the forward pass with local partial derivative of the loss function.
wih) W@
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Afterwards, the Backward Pass consists of computing the gradient of the loss, L (z(z),y), given each pa-

rameters vectors by applying the chain rule from the loss downstream to the parameters:

 Chain Rule on w(:
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 Chain Rule on w?:
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After applying the chain rule from the loss downstream to the parameters, we derived the final expression

using the Flow Diagram of the forward pass (Table 2.3).

2.3.4 Remark. The forward pass above operates over vectors, matrices and/or tensors. We are thus dealing
with matrix multiplication. This means in the computations of the derivatives for backwark pass, we are not

dealing with regular derivative, but with vector/matrix derivatives.

2.3.5 Gradient boosting machines

Gradient Boosting Machines (GBMs) is a families of machine learning (ML) techniques that are built of
decision trees and have demonstrated considerable success in a wide range of practical ML applications

(Natekin and Knoll, 2013).
Algorithm description

The Light Gradient Boosting Machine (LightGBM) technique, developed by Ke and colleagues in 2017, is a
widely-used ML algorithm, due to its efficiency, accuracy, and interpretability. It is a ML framework based
on decision trees and the idea of gradient boosting, and developed for predictive regression and classification
problems or data mining tasks such as ordering (Ke et al., 2017). The concept gradient boosting can be
seen as an optimization algorithm on a suitable cost function (Breiman, 1998). LightGBM framework,
as a relatively new technique, is introduced in detail here. It produces a prediction model in the form of
an ensemble of weak prediction models, typically decision tree learners that increases the efficiency of
the model and reduces memory usage during training. The decision tree learning algorithm goes from
observations about an item to conclusions about the item’s target value. LightGBM builds the model in a
stage-wise fashion like other boosting methods do, and it generalizes them by allowing optimization of an

arbitrary differentiable loss function.

Theoretical analysis

Primarily, all GBDT (Gradient Boosting Decision Tree) techniques such as eXtreme Gradient Boosting
(XGB) make use of histogram-based algorithm to produce a prediction model in the form of an ensemble, but
these algorithms presents some limitations due to the efficiency and scalability which are still unsatisfactory
when the feature dimension is high and data size is large (Ke et al., 2017). Thus, in order to fulfill these
limitations of histogram-based algorithm, LightGBM uses two novel techniques: Gradient-based One Side

Sampling (GOSS) and Exclusive Feature Bundling (EFB). These two techniques (GOSS and EFB) form
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the key characteristics of the LightGBM algorithm., and both combined together makes the resulting model
usually works better compared to other GBDT frameworks such as XGB, Random Forest and Extra Trees (Ke
et al., 2017). However, all these algorithms are variants of the original Gradient Boost algorithm developed

by (Friedman, 2001) and summarized below.

Algorithm 1: Friedman’s Gradient Boost algorithm

Input:
e N>1 // Size of the data
M // Number of iteration
* (I)(y,f) // Choice of the loss-function
* h(x,O) // Choice of the base-learner model

Data: (x,y)gvzl // Training data: x=[SST,SSS,Chl-a,---]; y=[pC0O9°"]

Algorithm:

1 fo = const // Initialization of fj with a constant

2 fort =11t Mdo

3 Compute the negative gradient —g,(x)

4 Train a new base-learner function % (x, 6;)
5 Find the best gradient descent step-size %:

Y i=1

N
Y= argmin {Zq)(yivﬁ—l(xi) +Yh (xi7el‘))}

6 Update the function estimate:

ft :ftfl‘f‘%h(x’@)

OUtPUt: f: fM = Z?i] ﬁfl // Output ensemble learner

More specifically, LightGBM has the following advantages compared to the standard GBDT learning
frameworks: faster training speed and higher efficiency, lower memory usage, better accuracy, support of
parallel and GPU learning, and have capability of handling large-scale data. Benefiting from these advan-
tages, LightGBM achieves state-of-the-art performances in many ML tasks, and is used in many winning
solutions of ML Grand Challenges as we can see the list from https://github.com/microsoft/LightGBM/tree/

master/examples.

2.3.6 ML regression metrics

Although the choice of performance measure may seem straightforward and objective, it is often difficult to

choose a performance measure that corresponds well to the desired behavior of the system; that is, usually


https://github.com/microsoft/LightGBM/tree/master/examples
https://github.com/microsoft/LightGBM/tree/master/examples
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this performance measure is specific to the task being carried out by the system (Goodfellow et al., 2016).
We define the performance metric as any approach used to quantitatively assess or evaluate the performance
of a model by measuring how good the model is in terms of estimating the surface ocean pCO;. To assess
the skill of pCO, reconstructions we use a series of four statistical metrics including the mean bias error
(MBE), mean absolute error (MAE), root mean square error (RMSE), and Pearson’s correlation coefficient
(r) to measure the tendency or strength of estimates and observations to vary together (Stow et al., 2009) or,
more technically, to quantify the level at which reconstruction captures the phasing observed in the model

truth (Gloege et al., 2021).
Mean bias error (MBE)

The MBE, commonly called bias, is the mean difference between the estimates and the target variable sam-

ples. It captures the average bias/error in the predictions and is calculated as follows:

n

1
MBE = —3 (i =) | (2.3.5)

i=1

where n is the data size or number of samples, y; is the model prediction of the i-th target varible y; (i..e.,

i-th value of pCO9®@M) fori=1,2,---,n.
Mean absolute error (MAE)

The MAE denotes the ratio of the L1 norm of the error vector to the number of samples (7). More specifically,
the MAE derives from the unaltered magnitude (or absolute value) and provides an estimate of the average

magnitude of the error. It is calculated as follows:

1 n
MAE = - Y 15 —vil | (2.3.6)
i=1

Root mean squared error (RMSE)

The RMSE, one of the most popularly used metrics in the climatic and environmental sciences community
when dealing with regression modelling problems, is also a measure of the difference between the estimates
vi;. and the target variable samples y;. It provides an estimate of the variability in the predictions in terms

of the fitness with the observed data, and is defined as follows:

n

1
RMSE =, /= Y (5 —y:)* = VMSE|, (2.3.7)

ni3

where MSE is simply the mean square error. For squaring individual errors, that is ¢; = §; —y; for (i =

1,2,---,n), the stated rationale is usually to "disconnect the sign" of ¢; so that the magnitudes of errors
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influence the average error, MSE.

Pearson’s correlation coefficient (r)

In order to quantify the strength of the linear association between the pCO9¢a0

estimates (i.e., y; for i =
1,2,---,n) and observations/known truth (i.e., y; fori = 1,2,--- ,n), the Pearson’s correlation cofficient ()

is used. Its computing is formulated as follows:

r= 72(%'—)7:') (ﬁi_yi) ) (2.3.8)

where 6, and oy are the standard deviations of y and §, respectively; y and § the means of y and J, respectively.
The correlation coefficient always takes values between -1 and 1, with lower (near -1) and higher (near 1)
values of r respectively indicative of how much reconstruction and observations are in or out of phase.
Values of r that are close to 0 are indicative of no association between the two signals. Therefore, the ideal

value for r will be close to one.

2.3.7 ML model assessment

In machine learning applications, the underlying goal is to achieve models that generalize; that is, perform
well on never-before-seen data. However, we can only control well that which we can observe. This brings
in the tension between optimization and generalization. By optimization, we refer to the process of adjusting
a model to get the best performance possible on the training data (hence the learning in machine learning),
whereas generalization refers to how well the trained model performs on data it has never seen before. Thus,
the goal of this game is to get good generalization, of course, but we don’t control the generalization as we

can only adjust the model based on its training data.

Underfitting vs overfitting

When not handled correctly, this situation can lead to either underfitting or overfitting: The model underfits
when we have poor performance on the training data and poor generalization on unseen data, whereas it
overfits when we have good performance on the training data, and poor generalization on the unseen data

Hastie et al., 2009.

Practically, the training error (in-sample error: error calculated on the training set) actually increases,
while the generalization error, that is, the error on never-before-seen data (out-of-sample error), decreases
(Figure 2.6a). The two errors converge to an asymptote. Models with different complexity have asymptotes
at different error values. In Figure (2.6a), Model 1 converges to a higher error rate than Model 2 because

Model 1 is not complex enough to capture the structure of the dataset. However, if the amount of training
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Figure 2.6: A schematic illustration of both underfitting and overfitting scenarios for two different machine learning
models (Model 1 and Model 2) used for the same problem. Note that both models can stem from the same machine
learning algorithm (cf. Section 2.3.1). (a) shows what happens as the number of training samples is increased with a
fixed model; (b) shows the change in training and generalization errors as the model complexity is increased, and the
size of the training set is held constant.

data available is less than a certain threshold, then the less complex Model 1 wins. This regime is important
because often the amount of training data is fixed and it is just not possible to obtain any more training data.
In the second scenario (Figure 2.6b) the training error decreases monotonically with the model complexity,
but the generalization error first falls and then increases. This occurs because by choosing a progressively
complex model, at some point, the model begins to overfit the training data; that is, given the larger number
of degrees of freedom in a more complex model, the model begins to adapt to the noise present in the dataset,

which hurts generalization error.

Addressing overfitting: cross-validation

Overfitting happens in every machine learning (ML) problem and knowing how to deal with it is essential to
validate a machine learning model (Hastie et al., 2009; Chollet et al., 2018). Ideally, if we had enough data,
we would set aside a validation set and use it to assess the performance of the prediction model (Hastie et al.,
2009). Since data are often scarce, this might result in validation scores having a high variance with regard
to the validation split, which would prevent us from reliably evaluationg the model. To finesse the challenge,
the K-fold Cross-validation (K-fold CV) approach (Hastie et al., 2009) is used (probably the simplest and

best common practice).

The K-fold CV approach is illustrated in Figure (2.7). More specifically, its involves randomly dividing
the set of training data points into K groups, or folds, of approximately equal size. The first fold is treated

as a validation set, and the model is trained on the remaining K-1 folds. The training score, usually the root



Section 2.3. Machine learning frameworks and theory 33

Training/Testing Data D Training subset

v T Validati b
I K-fold Cross-Validation Scheme (K=4) | D alidation subset

w i ML Regressors !

8
14 .| [ )
R FNN GBM ﬁé% | || || ” | Training Data split
S8 Zo%g | || || ” | into 4 partitions
g4 i 1IN | | | |

= [Fod1| [Fola2] [Fola3] [Fold4]

| | ! |

Calculate Calculate Calculate Calculate
score/error || score/error || score/error || score/error

W

Final score/error as average

ML2 = mean(Predgyy, Predggm)

I0113/0100S UOTIEPI[EA
Suruquos woy Aewnsd
1SNQOI dJE[NO[E)

(a) Ensemble average learning. (b) K-fold cross-validation: K-fold CV.

Figure 2.7: Schematic flow diagram of a two-member ensemble method (ML2) and the K-fold CV procedure. (a)
shows the schematic representation of the stacking process of a two machine learning algorithms (e.g., FNN and
GBM,) that make up the ML2 method; (b) shows the schematic flow diagram of the K-fold CV illustrated with K = 4.
A set of n observations (training data size) is randomly split into 4 non-overlapping groups/folds. Each of these fourths
acts as a validation subset (shown in gray), and the remainder as training subsets (shown light green). The final test
score/error is estimated by averaging the 4 resulting mean square error (MSE) estimates.

mean squared error (RMSE) or simply the mean square error (MSE), is then computed on the data points in
the held-out fold. This procedure is repeated K times; each time, a different group of data points is treated
as a validation set. This process results in K estimates of the test error say, RMSE;,RMSE,, --- ,RMSEy.
The K-fold CV score estimate is computed by averaging these values (Hastie et al., 2009; Gareth James et
al., 2014) as follows:

K
1
CVk = < kz} RMSE; |. (2.3.9)

Hyper-parameter optimization (HOP)

Usually, ML models have important parameters which cannot be directly estimated from the data. In general,
these parameters are called hyper-parameters, and their optimization is crucial to finding the final model. For
example, the hidden layer size and the learning rate are popular in a FNN model, and the bagging fraction
and the depth of tree in a GBM model (see Table A.1 for more details). Thus, given a set of ML models
{f (x,0)} indexed by a vector 8 of hyper-parameters, with x € R” (where R is the set of real numbers and
p is the number of features), denote by f (x,0) the 6-th model trained with the k-th fold and RMSEy ( 7, 9)

the test error (see Equation 2.3.9) associated with f (x,8). Then for this set of models we defined

K
CVk (7.6) = :{I;RMSEk (7.0) | (2.3.10)
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The function CV ( 1, 9) provides an estimate of the test error curve. Therefore, the HOP results in mini-
mizing this function (Equation 2.3.10), which also results in finding the tuning parameter éK that satisfies

Equation (2.3.11).

bk = argmin {CVg (£,0)}|, 2.3.11)
0e®

where O is the set of the model (f) hyper-parameters. Therefore, the final chosen model is f (x, éK) which

is then trained on all the training dataset, and useed for making predictions on out-of-sample data.

2.4 Regression modelling of surface ocean pCO,

The dependence of CO, partial pressure at the surface ocean (pCQO,) on its main proxies (Takahashi et al.,
1993) including the sea surface temperature (SST), sea surface salinity (SSS), mixed layer depth (MLD),

chlorophyll-a (Chl-a), and time as day of the year (DoY, see Table 2.2) is expressed as a non-linear function:

pCO25" = function (SST,SSS,log,, (MLD),log,, (Chl-a) ,DoY;,,DoYcos) - (2.4.1)

sin»
Spatial coordinates including latitude and longitude data are excluded from this equation in the belief that the
combination of SST, SSS, MLD and Chl-a provides sufficient spatial information (Zeng et al., 2017). Ad-
ditionally, having circular properties, these coordinates cannot be used directly. For instance, the longitude
value —180° is geographically connected to the longitude value 180°, but they appear to be extreme longi-
tude values to numerical models. Other studies, especially in the Surface Ocean CO, Mapping (SOCOM)
community (Rédenbeck et al., 2015) tried to circumvent this problem through cosine- and sine-transformed
components (Zeng et al., 2015; Gregor et al., 2017, 2018) they could unintentionally enhance the influence
of spatial coordinates on pCO, estimates. According to Gregor et al. (2017), ML algorithms applied globally
struggle to reconstruct surface ocean pCO, with reduced biases and uncertainties unless spatial coordinates
are included as feature variables. This poor reconstruction may stem from the fact that pCO, may respond
inconsistently to observable feature variables (such as SSS, SSS, MLD, and Chl-a) in different regions as it

is impossible to observe all feature drivers of pCO,.

In this thesis, only the time coordinate data is retained because of its different seasonal meanings in
the Southern Ocean (Gregor et al., 2019). To avoid the inclusion of spatial coordinates, the application
region, here the ocean model domain, is divided or separated into sub-regions or clusters where physical
and biogeochemical processes that drive pCO; are relatively coherent and then apply the regression method

within each cluster.

In general, data scaling is not necessary for the FNN applications as it has an insignificant impact on the

result, but it does help the convergence of the model training and hence, improve the training time (Zeng et
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al., 2017). Therefore, to shorten the training time and eventually the reconstruction time, the input variables
-V

(v) are normalized, that is, scaled by their mean (¥) and standard deviation (o,) as follows: v =
v

2.5 Framework for regional analytics

For a better understanding of spatial distribution of uncertainties and biases in the Southern Ocean CO2 es-
timates, a regional comparison framework is derived from the Southern Ocean zones defined by Lovenduski
et al. (2008). This thus allows us to gain more insight of results with better analysis and interpretation. The
broader region of interest in this study being the Southern Ocean south of 40°S, the regional analytics is
based on the zonal definition (Lovenduski et al., 2008) characterized by the Southern Ocean delineation by
major fronts including the south subtropical front (SSTF), the sub-Antarctic front (SAF), and the Antarctic
polar front (APF) or simply polar front (PF). These fronts represent steep gradients in vertical structure,
temperature, salinity, and nutrient concentration (Lovenduski et al., 2008). The climatological locations of
the major fronts that are used here are derived from the BIOPERIANT 12 model output and calculated as in
Orsi et al. (1995). For the purposes of a vigorous evaluation, it is important to assume that the fronts are
stationary. As shown in Figure 2.8, the sub-Antarctic (SAZ) is defined as the region bordered by the SAF
and SSTF. The polar frontal zone (PFZ) is the region between the SAF and APF/PF, and the Antarctic zone
(AZ) is defined as the region south of the APF/PF (Moore et al., 1999; Lovenduski et al., 2008). By defini-
tion these three Southern Ocean zones are similar to the components of the regional comparison framewok

used by Rodenbeck et al. (2014).

| Antarctic
Zone (AZ)

Polar Frontal
Zone (PFZ)

Sub-Antarctic
Zone (SAZ)

Figure 2.8: The three zonal regions of the Southern Ocean (south of 40°S) based on the zonal definition of Lovenduski
et al. (2008). The common names for these zonal regions are shown in the colour bar with their abbreviations in the
round brackets.
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2.6 OSSEs as tools for evaluating ocean-observing platforms

The observing system simulation experiment (OSSE) is a modelling experiment originally used to assess
the usefulness of new observing systems on satellites when actual observations are not available (Zeng et al.,
2020; McCarty et al., 2021). In this thesis, I adapt OSSEs for the evaluation of the impacts of existing and
new observing systems on operational reconstructions of surface ocean pCO; in the Southern Ocean when

actual observational data are sparse in time and space.

When planning new observations of surface ocean pCQO; in the Southern Ocean, that may be used to im-
prove the accuracy of ocean carbon sink and prediction, and subsequently improve our understanding of the
climate sensitivity of the Southern Ocean, it is important to assess the likely impacts of the observing systems
on the quality of the products. Based on the success of OSSEs in numerical weather predictions, OSSEs
can provide us a quantitative means for evaluating ocean observing platforms in the region. This would re-
quire developing the ability to simulate ocean sampling platforms using outputs from high-resolution ocean

models such as BIOPERIANT12 (Section 2.1).

Nature Run Alternate Historical
(e.g.: BIOPERIANT12) Model/Reference Record
Simulated Observations Simulated Observations
& &
[ Forward Operator Forward Operator
‘8 Unseen Observations Pseudo- 5 Observations Other
_‘g to be used tested Observations _§ to be tested Observations
= I I = | I
> >
Target Data Target Data
Assimilation System Assimilation System
I
Analyses & Reconstructions Analyses & Reconstructions
(a) Adapted traditional OSSE. (b) Historical OSSE.

Figure 2.9: Here are two schematic depictions of (a) an adapted traditional OSSE (Zeng et al., 2020; McCarty et al.,
2021) used in methodology and (b) the historical or sampling OSSE methodology currently being explored by the
Naval Research Laboratory.

A few studies carried out OSSEs to identify potential geographical locations for making surface ocean
pCO, measurements using floats (Kamenkovich et al., 2017; Mazloff et al., 2018) or ships and moorings
(Majkut et al., 2014; Valsala et al., 2021; Denvil-Sommer et al., 2021). However, a study has not yet been
conducted with OSSEs to evaluate the impacts of existing and new observing platforms on operational

reconstructions of surface ocean pCO;. As presented in Section (1.3.1), the two types of OSSEs that are
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being used in the community are the traditional and the historical OSSEs (Figure 2.9). While the historical
OSSE is currently still being explored by the Naval Research Laboratory (Zeng et al., 2020), throughout the

thesis I adopt the implementation of the traditional OSSE whenever necessary (Figure 2.9a).

2.7 Uncertainty decomposition/breakdown

A firm understanding of the uncertainties is required for the purpose of the analysis given that in this study
we are dealing with the uncertainties that we cannot fully quantify now as this is on unseen or out-of-
sample data like in (Gloege et al., 2021). Therefore, it is necessary to distinguish the different types of
uncertainties. I assume that the sampled observations in the OSSEs (Figure 2.9a) are unbiased, and hence
the training datasets for surface ocean pCO; are considered such as known; and this can be justified by the
fact that in a traditional OSSE setting we have access to the whole data (cf. Figure 2.9a). The term errors
and uncertainties are used interchangeably although here the latter is used as an estimate quantifiable against
a known value whereas the former characterizes a range of values within which the true value is asserted to

lie with some level of confidence (Gregor and Gruber, 2021).

The pCO, total uncertainty (E) is dealt with as in (Gregor and Gruber, 2021). The authors identified
three main sources of errors that contribute to E within the surface ocean carbonate system. This includes
(1) the measurement (M), (2) representation (R), and (3) prediction (P) errors. Under the assumption that
these components are independent of each other in the pCO, total uncertainty space, E can thus equivalently
be expressed as the norm of the vector whose coordinates are P, M and R; that is, the square root of the sum

of the squares of these components:

E=+/P2+M?2+R2, 2.7.1)

The contribution of the measurement uncertainty (M) can be removed from this equation (2.7.1) since we
are sampling from a synthetic dataset. Further, the representation uncertainty (R) is addressed by sampling
at a higher resolution (Gregor and Gruber, 2021). Given that predictions are done at high resolution (daily
% degree), the sampling distribution bias due to capturing of large-scale gradients is assumed to be small
since we are within the 2-day threshold set recommended in Monteiro et al. (2015). Lastly, I assume that
machine learning (ML) models are the best possible predictors for the given training datasets, since each ML
model is trained using best practices. Therefore, reported root mean square errors will be the uncertainties

due to sampling bias.



Chapter 3

Scale-sensitive sampling in pCO, reconstructions in

the Southern Ocean

This chapter appeared in full as published in the European Geosciences Union: Biogeosciences as follows.
Djeutchouang, L. M., Chang, N., Gregor, L., Vichi, M., and Monteiro, P. M. S.: The sensitivity of pCO;
reconstructions to sampling scales across a Southern Ocean sub-domain: a semi-idealized ocean sampling

simulation approach, Biogeosciences, 19, 4171-4195, https://doi.org/10.5194/bg-19-4171-2022, 2022.

3.1 Introduction

3.1.1 Context and problem

The Southern Ocean remains the world’s largest modulator for the ocean uptake of anthropogenic CO;
(Sabine et al., 2004; Frolicher et al., 2015; Friedlingstein et al., 2021). Therefore, reducing uncertainties
and biases in CO, budget estimates in the region is important to better assess and understand its influence
on regional and global climate (Majkut et al., 2014; Gruber et al., 2019; Hauck et al., 2020). For instance,
since the early 2000s, the Southern Ocean carbon sink has undergone a reinvigoration characterized by
a substantial strengthening as reported by (Landschiitzer et al., 2015), following a decade (the 1990s) of
weakening trends (Canadell et al., 2021; LeQuéré et al., 2007). Based on these findings, many studies have
been conducted recently to investigate what drives these inter-annual and decadal changes in the Southern
Ocean carbon sink and assess the uncertainties of the estimates (Bushinsky et al., 2019; DeVries et al., 2017;
Fay et al., 2018; Gregor et al., 2018, 2019; Landschiitzer et al., 2016; McKinley et al., 2020). However,
there have not been many studies looking into the role of intra-seasonal and seasonal modes of variability
on the uncertainties and biases reported in empirical CO, mapping approaches (Landschiitzer et al., 2016;
Gregor et al., 2019). Novel mapping methods (Landschiitzer et al., 2016; Gregor et al., 2019, 2017; Denvil-
Sommer et al., 2019; Landschiitzer et al., 2014) all seek to fill the spatial and temporal sampling gaps from
existing ship-based surface ocean CO, observations by extrapolating the CO, partial pressure (pCO,) at
the surface ocean (pCOSM) using prognostic proxy variables (such as satellite-observed and re-analysis-
based sea surface temperature, sea surface salinity, mixed layer depth, chlorophyll-a, etc.). The feasibility
of these extrapolations is justified through the non-linear relationships between the surface ocean pCO; and

the above-mentioned prognostic variables that may drive changes in the surface ocean pCO, (Takahashi
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et al., 1993).

Historically, surface ocean CO, observations were primarily from voluntary observing ships including
research and commercial vessels (Bakker et al., 2016; Pfeil et al., 2013). These pCO; observations are thus
intrinsically biased by the sampling limitations in space and time for the past several decades covering only
about 2% of all the monthly 1° observational grid points (Bakker et al., 2016; Sabine et al., 2013). Mainly
due to its remoteness and harsh weather especially during stormy autumn and winter, it has been increasingly
shown that the Southern Ocean is the ocean region that contributes the most to these uncertainties in the
contemporary estimates of the mean annual CO; uptake (Bushinsky et al., 2019; Gloege et al., 2021; Gregor
and Gruber, 2021; Ritter et al., 2017). For instance, sparse observations in largely inaccessible Southern
Ocean areas, particularly during the stormy wintertime, have been the biggest barrier to constraining the
seasonal cycle of regional and global contemporary ocean-atmosphere CO, exchange (Bakker et al., 2016;
Monteiro et al., 2015; Ritter et al., 2017; Rodenbeck et al., 2015). However, Gloege et al. (2021) show that
the two-step machine leaning approach, SOM-FFN (Landschiitzer et al., 2014), for pCO, recontructions

captures the seasonal cycle and amplitude.

Complementary to the increasing effort in the shipboard CO, observations through the SOCAT initia-
tive, the ongoing development of autonomous ocean observing systems, such as biogeochemical floats and
Wavegliders, has started to significantly improve the spatial and temporal coverage of CO, samples in the
Southern Ocean in recent years (Bakker et al., 2016; Bushinsky et al., 2019; Gray et al., 2018; Monteiro
et al., 2015). Over the last decade, the advent of a range of new autonomous ocean observing platforms
has opened doors toward closing the seasonal and intra-seasonal sampling biases created by the high cost
of ship operations in the Southern Ocean outside the summer window (Bushinsky et al., 2019; Gray et al.,

2018; Majkut et al., 2014; Monteiro et al., 2015; Sutton et al., 2021; Williams et al., 2017).

Thus resolving the mean seasonal cycle and intra-seasonal mode of variability through in situ observa-
tions not only is a challenging exercise but also has followed several avenues from extrapolating findings
from the Drake Passage Time-series (like in Fay et al. (2018)) to utilizing measurements from extended de-
ployments of autonomous ocean observing platforms such as Wavegliders (Monteiro et al., 2015; Nicholson
et al., 2022), biogeochemical Argo floats (Bushinsky et al., 2019; Gray et al., 2018; Williams et al., 2017),
and more recently using Saildrones (Sutton et al., 2021). These advances have allowed the density of the
Southern Ocean surface CO, observing networks to increase, particularly in the Sub-Antarctic Zone (SAZ)
and Polar Frontal Zone (PFZ) which to date are the most observed sub-regions of the Southern Ocean. Con-
sequently, the problem of general sparseness in observations and particularly the sampling biases(Gloege
et al., 2021; Monteiro et al., 2015) was partially addressed but not resolved by the ocean CO2 in-situ ob-
servations community (Bushinsky et al., 2019; Sutton et al., 2021). For example, under-sampling in winter

by ships has been addressed by the 10-day resolution SOCCOM profiling floats and/or pseudo-Lagrangian
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platforms that are carried zonally by water currents (Bushinsky et al., 2019; Gray et al., 2018; Majkut et al.,
2014; Monteiro et al., 2015; Sutton et al., 2021; Williams et al., 2017). Williams et al. (2017) and then Gray
et al. (2018) reported on persistent differences found with previous pCO; estimates when the ship-based
sampling is sparse, especially during winter, though a recent study seems to disagree on the persistence of
these differences (Bushinsky et al., 2019). Therefore, an increase in winter sampling would yield a reduc-
tion in the uncertainty levels of surface ocean pCO; estimates (Bushinsky et al., 2019; Gregor et al., 2019).
Notwithstanding these new platforms, sparse and scale-sensitive observations in the Southern Ocean con-
tinue to be a barrier to constraining the seasonal cycle and inter-annual variability of surface ocean pCO,

(Monteiro et al., 2015; Rodenbeck et al., 2015; Sutton et al., 2021).

However, we appear to have reached a limit in terms of improving the uncertainties and biases underly-
ing pCO, reconstructions as reported by Gregor et al. (2019). According to the authors, the performance
measures in existing empirical methods converge, which led the authors to the rhetorical question "have we
hit the wall?" In practice, high-quality in-situ CO, observations like those annually collected and compiled
within the SOCAT database (primarily from ships) are fundamental to novel machine learning methods
(Bakker et al., 2016; Sabine et al., 2013), despite the reconstructions being limited by spatial and temporal
observational gaps and biased sampling (Gregor et al., 2019). As a result, our understanding of the derived
impacts of the Southern Ocean dynamics, particularly seasonal and intra-seasonal modes of variability has
remained comparatively poor (Gruber et al., 2019), which may have also been contributing to errors in the
pCO; estimates. At a global scale, (Gloege et al., 2021) coupled an observing system simulation experiment
(OSSE) with Earth system models to quantify errors in observation-based reconstructions of air-sea CO,
exchange by using one of the current gap-filling techniques, the self-organizing map feed-forward neural-
network (SOM-FFN) by Landschiitzer et al. (2016). The authors found that errors were regionally high in
the Southern Hemisphere, particularly in the Southern Ocean for which insufficient sampling led to a 31%
(15% — 58%) over-estimation of decadal variability, but they did not discuss the perspective of uncertainties

and biases due to intra-seasonal mode of variability.

3.1.2 Aim and question

This study aims to investigate the sensitivity of the pCO, reconstructions to the spatio-temporal sampling
scales of surface ocean CO, observing systems under the assumption that intra-seasonal modes of vari-
ability are critical to addressing reconstruction uncertainties and biases. To do that, we used a one-year
high-resolution (£10km) coupled physical and biogeochemical forced ocean model for a Southern Ocean
sub-region that represents the scales of variability that we aim to resolve. Then, we conduct a series of semi-
idealized OSSEs based on existing CO, observing platforms (Ships, Wavegliders, Carbon-floats, Saildrones)

and coupled with an ensemble of two state-of-the-art machine learning techniques (ML2). A rigorous assess-
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ment of the experiment scenarios is conducted through testing and understanding of the ML2 capabilities.
We explore the question set by (Gregor et al., 2019) about the prediction uncertainties and biases in contem-
porary pCO, reconstructions being now constrained by the sampling scales achievable by the existing ocean
observing platforms. We make proposals toward significantly advancing machine-learning reconstructions
"beyond the wall". The goal is to find out how the ocean carbon cycle community can better supplement
ship-based observations, essential to pCO; reconstructions, with autonomous platform samples in order to
reduce the uncertainties and biases of machine-learning-based mapping approaches. The following question

will guide this study based on the aim mentioned above:

* Does scale-sensitive sampling matter to empirical reconstructions of the surface ocean pCO2?

3.2 Material and methods

3.2.1 Data processing and derived variables

The data used in this study is from a year-long output of the high-resolution (daily x +10km) ocean model,
BIOPERIANT12. This ocean model configuration is thoroughly described in 2.1. There are many prognos-
tic variables however, those of particular interest for this study include the coordinates (time, latitude, lon-
gitude), the surface ocean pCO, and its well-known drivers Takahashi et al., 1993: sea surface temperature
(SST), sea surface salinity (SSS), mixed layer depth (MLD), chlorophyll-a (Chl-a). Their characterization

is presented with more details in Table 2.2.

In preparation for the training and validation phases of the machine learning (ML) algorithms, some
of the input data are transformed for better interpretation. At first, this includes the MLD and Chl-a data
that undergo a log, transformation to return a distribution closer to a normal distribution as presented
in Table 2.2. Other advantages of including these variables as proxies are given in Section 2.1.2. It is
also substantially beneficial to include only the temporal coordinate as a proxy of pCO, because of the
characteristics of the study area (Figure 3.1a) as being a single domain with no regional or clustering subsets,
otherwise, clustering subsets would be used to overcome the spatial limitations that observations present
(Gregor et al., 2019). The inclusion of the time coordinate as a proxy of pCO, was done through a variable

transformation that aims to preserve the seasonality of the data as presented in Table 2.2.

3.2.2 Study region and selection of the experimental domain

The seasonal cycle is known not only as being the strongest mode of natural variability of CO2 but also the
one that most strongly links climate and ocean ecosystems (Mongwe et al., 2018) . Given its characteristics

that are largely shaped by higher frequencies such as the intra-seasonal mode of variability defining the re-
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sponse modes in physics and biogeochemistry components, the Southern Ocean Seasonal Cycle Experiment
(SOSCEX) project was created (see Section 2.2 for more details). As schematically depicted in Figure 2.2,
the novel aspect of the third phase of SOSCEx was the integration of a multi-platform approach that con-
sisted of combining gliders, ships, floats, satellites, and prognostic models to explore new questions about
the climate sensitivity of CO; and ocean ecosystem dynamics and how these processes are parameterized
in forced ocean models such as the regionally configured NEMO-PISCES ocean model, BIOPERIANT12
(Section 2.1.1).

Platforms Sampling Locations

(b) W SHIP [GoodHope Line] B WGI[sAz] B WG I[PFZ] I FLOAT [SAZ] FLOAT [PFZ]

P
10t 102 103
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Figure 3.1: Panel (a) is the regional view of the BIOPERIANT12 ocean model simulations. It shows the experimental
domain (black box) and the annual mean of the Southern Ocean major fronts and the changing conception of the
Antarctic Circumpolar Current (ACC), all shown on the map of the mean annual of eddy kinetic energy (EKE) derived
from the model. From the north to south are the mean locations of the named fronts: the Subtropical Front (STF),
the Subantarctic Front (SAF), the Polar Front (PF), and the Southern Boundary (SBdy) front (based on Orsi et al.
(1995)). Colours show the EKE, illustrating the strong steering of the fronts. Panel (b) shows the map of the SST in
the experimental domain (black box in Figure 3.1a) on which are also shown the idealized sampling tracks/locations of
the synthetic ocean observing platforms, SHIP, FLOAT and WG as described in the figure legend. Panel (¢) shows the
sampling tracks of the idealized new unmanned surface vehicle (nUSV) Saildrone within the experimental domain.
These locations, marked and coloured according to each corresponding sampling platform, are where we sample the
BP12 model data in a way that is comparable to the real world. The SAF, characterized by the red line (Figure 3.1a)
and red dashed line (Figure 3.1b-c), separates the experimental domain into the Sub-Antarctic Zone (SAZ) and Polar
Front Zone (PFZ).

This study is designed as a semi-idealized observing system simulation experiment (OSSE) to minimize
some of the potential confounding factors on the final estimation of the root mean square error (RMSE),
mean absolute (MAE) and temporal and spatial biases while evaluating the performance of ML regression

models used to extrapolate surface ocean pCO, values. A key part of this design was to remove the normal
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step of clustering whose at large-scale mapping domain is necessary to overcome the spatial and temporal
limitations of observations (Fay and McKinley, 2014; Gregor et al., 2019; Landschiitzer et al., 2014). Thus,
to avoid the clustering step, I chose a sub-domain the forced ocean biogeochemical model (BIOPERIANT12)
that was not only spatially and temporally coherent but also big enough to reflect the spatial and temporal
scales necessary to provide sufficient sensitivity to the different sampling strategies in the Southern Ocean.
The selected domain, 10 degrees of latitude (40°S — 50°S) and 20 degrees of longitude (10°W — 10°E) as
depicted in Figure 3.1a, is in the Atlantic sector of the Antarctic Circumpolar Current (ACC) between the
Subtropical Front (STF) and the Polar Front (PF) and spans across the Sub-Antarctic Front (SAF) (Figure
3.1a). Furthermore, the domain lies within the Sub-Polar Seasonally Stratified (SPSS) biome (Fay and
McKinley, 2014). The Good Hope repeat hydrography sampling line passes through the domain (Figure
2.2) for which sustained annual to bi-annual ship-based observations have been carried out for over a decade,
as well as high-resolution carbon glider observations(Monteiro et al., 2015). More specifically, as shown
in Fig. 1, our selected domain is crossed by the SAF, therefore, includes the SAZ and the PFZ, inspired by
(Gray et al., 2018) and Chapman et al., 2020. The SAZ and PFZ, separated by the SAF (red line Figure
3.1a, and red dashed curve in Figure 3.1b-c), are respectively referred to as the north and south of the
experimental domain. The oceanographic context of this domain is shown in Figure 3.1a, depicting the
selected 10° — by — 20° domain (black box) in the context of the Southern Ocean major fronts and the eddy
kinetic energy (EKE) derived from the BIOPERIANT12 ocean model. This confirms that the domain spans
the Sub-Antarctic Front (SAF) and is in a region of relatively high/medium EKE.

3.2.3 Model vs data products: the mean seasonal cycle of pCO,

The mean seasonal cycles of pCO, reconstructions from two well-known machine-learning-based products
(Landschiitzer et al., 2016; Gregor et al., 2019) are explored here within the study sub-domain in com-
parison with the BIOPERIANT12 ocean model pCO, (Figure 3.2). In the Southern Ocean, the observed
maximum-positive anomaly in surface ocean pCO; in winter (Jul - Sep) is linked to mixed layer deepening
and associated entrainment, while the maximum-negative anomaly in summer is linked to the spring-summer

net primary production (Gregor et al., 2018; Takahashi et al., 2009).

The BP12 model sub-domain (black box, Figure 3.1a) is depicted as a winter-maximum and summer-
minimum pCO, area by both data products (Gray et al., 2018; Keppler and Landschiitzer, 2019) as shown in
Figure 3.2a-b. Thus, the domain-mean seasonal cycles of pCO, from these two products are quite consistent
with the broader Southern Ocean (Gregor and Gruber, 2021). This is in sharp contrast with the seasonal
cycle climatology from the high-resolution forced ocean model used in this study (Figure 3.1c). The basis for
this difference is that the high-resolution forced ocean model has a seasonal cycle that is largely influenced

by the annual cycle of SST (Figure 3.2c¢). This kind of temperature-driven model bias for surface ocean
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Figure 3.2: The mean seasonal cycle (SC) for surface ocean pCO; from two observation-based products and the
BIOPERIANT12 ocean model within the selected experimental domain (Figure 3.2a). It contrasts their respective
seasonal cycles. Panels (a) and (b) respectively show the mean SCs of the pCO; estimates from the two data products:
CSIR-ML6-v2021 (Gregor et al., 2019) and MPI-SOM-FNN-v2020 (Landschiitzer et al., 2016) in the whole domain,
the SAZ, and the PFZ; and similarly, panel (c¢) shows the mean SCs of the pCO, from the BIOPERIANT12 model.

pCO;, is now well recognized in both forced and coupled models in the Southern Ocean (Mongwe et al.,
2016, 2018). This study is more focused on the modes of variability within the model than it is with the

mechanisms.

The forced coupled ocean model (NEMO-PISCES) represents the processes that regulate CO,. However,
for the purpose of the study, the "correctness" of the pCO, response to the driver variables is not really
necessary because here we examine the sensitivity of the reconstruction to how the sampling scales match
the modes of variability. This work and Gloege et al. (2021)’s study use different ocean models. Gloege
et al. (2021) used medium-resolution Earth system models that do not resolve the sub-grid scale dynamics
which are explicitly simulated in the BIOPERIANT12 ocean model. As a model resolving the sub-grid
scale dynamics in the Southern Ocean, BIOPERIANT12 represents the scales of variability of interest in
the study. Thus, the pseudo-observations resulting from sub-sampling the model outputs, taken as ground

truth, do reflect the sampling scales of corresponding observing platforms.

3.2.4 Experimental configurations
Synthetic ocean observing platforms

In designing the sampling scales and strategies we opted to constrain the experiment to realistic and ex-
isting observing platforms that can make direct surface ocean pCO; or derived (from pH) surface ocean
CO, observations. More specifically, the existing ocean observing platforms involved in these experiments
are the ships (serving as the baseline), and the following autonomous unmanned surface vehicles (USVs):
Carbon-floats, Wavegliders and Saildrones (the new USV), whose simulations are dubbed SHIP, FLOAT,
WG, and nUSYV, respectively (Figure 3.1b-c). The first autonomous platform, Carbon-float, characterizes the

autonomous profiling biogeochemical float operating in the Southern Ocean (Majkut et al., 2014; Williams
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et al., 2017; Gray et al., 2018). Manufactured by Teledyne/Webb Research or Seabird Electronics, these
floats are designed to provide year-round measurements at 10-day periods (Johnson et al., 2017). The second
autonomous platform, Waveglider, is an autonomous USV developed by Liquid Robotics Inc (Sunnyvale,
California, USA), that is unique in its ability to harness ocean wave and solar energy for platform propulsion
(Hine et al., 2009). At sea, it operates individually or in fleets delivering real-time data for several months
without servicing (Grare et al., 2021; Sabine et al., 2020). Equipped with physical and biogeochemical in-
struments/sensors, the Waveglider gathers thus ocean data in ways or locations previously either too costly
or challenging to operate. Made by Saildrone Inc (Alameda, California, USA), the nUSV Saildrone is an
autonomous ocean-going data collection platform navigable via satellite communications and designed for
long-range, long-duration missions of up to 12 months (Gentemann et al., 2020; Meinig et al., 2016, 2019).
It is predominantly powered by wind and solar energy and equipped with meteorological, ocean physical
and biogeochemical sensors for long-range ocean data collection missions (Gentemann et al., 2020) through
remote surveying in the toughest of ocean environments such as the Southern Ocean (Meinig et al., 2019;

Sutton et al., 2021).

Each of these simulated ocean-observing platforms had a sampling routing through the domain that
closely approximated reality. Ship-based sampling is along a single meridional repeat line (longitude),
where repeats could be seasonal and annual (Figure 3.1b). Floats followed a zonal sampling distribution
that is consistent with the flow of the ACC and a 10-day sampling scale with a limited random meridional
mesoscale variability which reflects the eddy kinetic energy (EKE) characteristics of the domain but is con-
strained by the SAF (Figure 3.1a-b). Wavegliders were constrained to repeat the pseudo-mooring sampling
(£20 km range) on the ship line (Figure 3.1b), which captures the sub-mesoscale gradients but with a high
temporal sampling frequency of 1 hour. Moreover, from a logistic perspective, WGs were given a mooring-
like sampling program to ease their deployment and retrieval, for example, from the research vessel SA
Agulhas II which crosses the domain at the Good Hope line, whereas nUSVs would be able to sail to the

next port.
Idealized experiment setup

In this paragraph, I briefly describe the experimental scenarios shown in Table B.1. I stress again on the
fact that these experiments are intentionally made to reproduce the sampling resolutions of their real-world
counterparts, not necessarily the spatial resolution in practice but at least the temporal one. The BIOPERI-
ANT12 ocean model simulations is considered as Nature Run in the OSSE; that is, a realistic representation
of the real ocean climate systems within which the pCOS™ is known across the entire experimental domain.
Based on this, the question is: given measurements of pCOS? as sampled in a real-world scenario by these
ocean observing platforms, how sensitive are the sampling distribution and resolution to observation-based

estimates of pCOS™ at every point across the entire experimental domain?
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In these experiments, I simulate the sampling tracks/patterns of the synthetic ocean observing platforms
SHIP, FLOAT, WG, and nUSV Saildrone (Figure 3.1b-c). In other words, I leverage these synthetic sampling
systems to sub-sample the Nature Run inside the experimental domain by constraining the experiment to their
realistic and existing counterparts. The Nature Run sampled data from each of the sampling scenarios are
then used for training and testing of the ML algorithms. The trained ML models are used to reconstruct the
ocn ¢,

surface ocean pCQO; values of the full domain and compared with the original Nature Run field pCO

assess the anomalies in reconstructed mean annual and seasonal cycles.

The idealized ship operates according to the sampling scales and strategies of ships involved in the
SOCAT collaborative effort. However, here three seasonal sampling regimes are we considered for the
underway ship platform: (1) summer only, (2) winter and summer, and (3) autumn and spring. Like the real-
world scenario, the ship simulation served as our baseline. The idealized carbon float simulates SOCCOM
biogeochemical float with a 10-day sampling cycle. Talley et al. (2019) reported the importance of the water
masses and frontal structures in the deployment strategy of autonomous sampling platforms, such as floats,
that will likely follow the fronts with an eastward trajectory but will seldom cross the front. Therefore,
we consider the situation where the idealized floats do not cross the SAF as illustrated in Figure 3.1b, even
though in reality this might happen due to the occurrence of events such as storms or eddies. Two deployment
and sampling scenarios are considered to not disadvantage the floats and to value their large spatial structure:
(1) in the SAZ, and (2) in the PFZ (Figure 3.1b). Given the pseudo-Lagrangian sampling patterns of an Argo
float whose motion is driven by water current, we assume that our idealized float moves eastward and on
a trajectory that is a Brownian motion or, more specifically, a random walk (Figure 3.1b). The idealized
Waveglider operates according to the sampling strategies of the Wavegliders used in the SOSCEX project
(cf. Section 2.2 for additional details). Like the idealized float, we considered two deployment stations,
the first in the SAZ (cf. Figure 3.1b, hexagonal patterns in dark green) and the second in the PFZ (cf.
Figure 3.1b, hexagonal patterns in light green). This idealizes the two deployment scenarios of SOSCEx III
gliders (cf. Figure 2.2, hexagonal patterns in blue-yellow) that sampled on an hourly basis. However, given
the model temporal resolution that is daily, the idealized Wavegliders samples daily. Lastly, an idealized
Saildrone is added to simulate the sampling strategies of its real-world counterpart that can sample for up
to 12-month ocean data collection missions (Gentemann et al., 2020; Meinig et al., 2019). As with the
idealized Waveglider, the Saildrone also samples daily. Further, we assume that by leveraging its speed
the Saildrone sampling can be done across an ocean front, such as the SAF as depicted in Figure 3.1c — a
realistic assumption because in reality nUSV Saildrones sample at a much higher frequency (hourly) and
can be piloted remotely (Gentemann et al., 2020; Sutton et al., 2021). I assumed that all three autonomous

sampling platforms sampled year-round in then experimental domain.

The observing system simulation experiment (OSSE) with nUSV Saildrone is inspired by the study of
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Sutton et al. (2021) that used nUSV to sample at a very high resolution and completed in about 6 months
the first autonomous circumnavigation of Antarctica providing hourly observations. At this frequency, the
nUSV sampling density in this study domain (Figure 3.1c¢) is realistic due to the size of the sampling domain.
Using an extracted subset of the Sutton et al. (2021)-USV dataset within the sub-domain, I find that the Sutton
et al. (2021)-USV would take about 16 days to cover the 20°W — E domain, which corresponds to 16 days
x 24 hrs = 384 hourly samples. However, the nUSV sampling pattern (Figure 3.1c) is idealized, with the
goal of sampling across the sub-domains on both sides of the front (SAF); that is, in the SAZ and PFZ. By
using a back-of-the-envelope approach, I find that the Saildrone would be able to cover the domain in about
45 days using a zig-zag pattern - assuming 42°S to 46°S with each pass covering 2.5°W — E for each pass
(~ 500km) with 8 passes in our domain (~ 4000km) at a speed of about 2 knots (~ 3.7km/hr).

In summary, the pCO9™ and drivers are sub-sampled using the above-mentioned synthetic sampling
platforms, i.e., SHIP, FLOAT, WG, and nUSV Saildrone (Figure 3.1b-c). 1 emphasize that these exper-
iments are intentionally made to reproduce the sampling resolution of their real-world counterparts, not
necessarily their spatial resolution in practice but at least the temporal one. Then I use the ML regression
techniques described in Sections 2.3.2 and 2.3.5 to reconstruct the full experimental domain and compare it
with the BIOPE12 model truth pCO9™ in the full domain to assess the impact of scale-sensitive sampling

on reconstructions as anomalies of mean annual and seasonal cycles, which is a key objective of this work.

3.2.5 Machine Learning implementation

A two-member ensemble method (ML?2) is used for pCO, reconstructions in this study domain. This ML2
approach consists of two state-of-the-art machine learning (ML) approaches: the Feed-forward Neural Net-
work (FNN) and a variant of Gradient Boosting Decision Tree (GBDT) learning frameworks called Gradient
Boosting Machines (GBM) as described in Sections 2.3.2 and 2.3.5. The choice of the FNN method is mo-
tivated by its recent success in approximating the surface ocean pCO, (Denvil-Sommer et al., 2019; Gregor
et al., 2019; Landschiitzer et al., 2016). The choice of the GBDT approach is motivated by its achievement
of state-of-the-art performances in many ML tasks (Ke et al., 2017), and also the success of GBDT’s previ-
ous approaches (Gloege et al., 2021; Gregor et al., 2019; Gregor and Gruber, 2021). I use the Scikit-learn
and LightGBM Python packages for the implementation of FNN and GBM, respectively. Thus I focus only
on the ensemble average ML2 whose stacking process is illustrated in Figure 2.7a. Unlike the two main
techniques of reference (Landschiitzer et al., 2016; Gregor et al., 2019) both of which include a clustering

step, in this study I avoided it because of the size of the study domain (Section 3.2.2).

Moreover, given that the observation size in this sub-domain is relatively small, especially for the baseline
experiment (SHIP summer-only), immediately split the simulated data into training and testing sets may not

capture some key features of the original platform observations. I thus use the entire sampled data for model
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building instead of splitting the training data into two sets. To control the overfitting, I incorporate a K-fold
cross-validation (CV, with K=4) during the model training in order to find the set of hyper-parameters that
enable a better generalization of ML2. The 4-fold CV approach is illustrated in Figure 2.7b. Like in Gregor
et al. (2019), the CV is applied identically to each of the two-member algorithms (FNN and GBM) except
that here, the tuning of hyper-parameters is achieved using a Bayes-search CV (BayesSearchCV) instead
of a grid-search CV (Section 2.3.7). Further, the assessment of generalization is done through quantitative
comparison of the estimates with Nature Run data that were not involved in the simulations of synthetic

data. This assessment use the performance metrics presented in Section 2.3.6.

3.3 Results

In the next sections, the results for the following four sets of semi-idealized model experiments combinations,
SHIP, SHIP + FLOAT, SHIP + WG, and SHIP + nUSV are presented in terms of spatial and seasonal cycle

anomalies of the annual mean pCO, estimates.

3.3.1 Annual mean seasonal cycle for the domain

The annual mean map for pCO, (mean 368.15 patm; standard deviation 50.5 patm) shows that the domain is
characterized by both meridional and mesoscale variability expected from the mesoscale resolving BIOPE-
RIANT12 ocen model (Figure 3.3a). The meridionally distinct SAZ (north of the domain) (< 368.15 patm)
and PFZ (south of the domain) (> 368 patm), are separated by the Sub-Antarctic Front (SAF) (Figures 3.1
and 3.3a). This mean map also highlights the importance of mesoscale gradients in both the SAZ and the
PFZ domains (Figure 3.3a). The mean seasonal cycles of pCO, for the whole domain as well as for the SAZ
(lower - blue) and PFZ (higher - red) are depicted in Figure 3.3b. It shows that the seasonal cycle of pCOS!
is dominated by the influence of the annual cycle of the sea surface temperature (SST) on CO, solubility
(Mongwe et al., 2016; Munro et al., 2015) with warm late summer (Feb-Apr) and cool late winter (Jul-Sep)
(Figure 3.3b). The three seasonal cycles (whole domain, SAZ, and PFZ) show coherence in the seasonal
amplitude and phasing except that the warming transition from winter to spring occurs two months earlier

(Jul) in the SAZ relative to the PFZ (Figure 3.3b).

Notwithstanding the phasing differences, we still find a comparable winter reconstruction bias in this
study (Figures 3.2¢ and 3.3b) and observation-based products (Figure 3.2a-b). Thus, the question is: is the
magnitude of the reconstructed winter pCO, maximum realistic or a result of the way the machine learning
methods process the summer sampling bias in a system characterized by strong seasonal and intra-seasonal

modes of variability?
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Figure 3.3: Characterisation of the spatial and temporal surface ocean pCO, annual mean state within the selected
10°-by-20° experimental domain located in the northern ACC that corresponds to SPSS biome (Fay and McKinley,
2014) as shown in Figure 3.1a. Panel (a) shows the map of mean annual pCO, from the BIOPERIANT12 (BP12)
model. It shows that the domain is characterized by a regional meridional gradient including the Sub-Antarctic Front
(SAF) (black dashed line) as well as mesoscale gradients in both SAZ and PFZ; panel (b) shows the mean seasonal
cycles for surface ocean pCO, in the BP12 model domains (SAZ, SAF and PFZ) where the dashed lines indicate the
magnitude of the annual mean in each sub-domain: 368.16 patm (domain), 362.85 patm (SAZ), and 371.78 patm
(PFZ).

3.3.2 Reconstructed mean annual spatial and seasonal cycle anomalies

In order to investigate the anomalies in the reconstruction of the mean annual and seasonal cycles, which are
a key objective of this study, we first characterized the anomaly by the mean bias error (MBE) and calculated
the MBE at each grid point of the spatial domain. Secondly, we also calculated the anomaly of the seasonal
cycle reconstruction in each of the sub-domains. More specifically, we used the seasonal cycle residuals to
explore how a systematic anomaly could influence the reconstruction of pCO, values at the surface ocean.
We performed this calculation for each experiment and their respective reconstructions and also examined

their spatial variability.
Semi-idealized SHIP-only observations experiment results

The semi-idealized SHIP-only sampling experiments mimic the largely ship-based SOCAT gridded prod-
uct to evaluate the sensitivity of the reconstruction uncertainties (RMSE, MAE, MBE/bias) to seasonal
meridional sampling scenarios. In each of these scenarios, the ship makes two meridional crossings in op-
posite directions one month apart (Figure 3.4b). This SHIP-only set of seasonal sampling experiments is
our baseline as it is also used in all platform combinations. Three seasonal sampling scenarios (summer
(smr), summer+winter (smr+wtr), and autumn+spring (aut+spr)) were considered. While the first two sce-
narios are addressed in detail in this study (Figure 3.4a-b, and Table 3.1), the third one can be found in the

Supplementary Assets (Figure B.2) in support of the main points already made in Figure 3.4a-b.

The spatial and seasonal cycle anomalies from the reconstructions for the summer (smr), summer and
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Figure 3.4: Reconstruction anomalies for the SHIP experiment where the idealized ship sampled the domain based
on the sampling regimes/scenarios, SHIP(smr) for summer, SHIP(smr+wtr) for summer and winter. Panels (a) and (b)
show the maps of the reconstruction anomalies according to the two sampling regimes SHIP(smr), and SHIP(smr+wtr)
respectively; (c¢) shows the anomalies of the mean seasonal cycle (SC) reconstruction based on these two sampling
regimes; that is, SHIP(smr) and SHIP(smr+wtr). The meridional dotted grey line in panels (a) and (b) illustrates the
sampling line (summer & winter) and serves as a reminder of how SHIP sampling was performed.

winter (smr+wtr) sampling lines are depicted in Figure 3.4a-b. The results for the autumn and spring
(aut+spr) sampling lines are summarized in the Supplementary Asset (Figure B.2). The uncertainties and
regression errors for all three experiments are shown in Table 3.1. These results showed that the highest pos-
itive anomalies in the reconstruction of the mean and the seasonal cycle occurs when a ship, samples (i.e.,
makes 2 passes in consecutive months) the sub-domain only in summer (Figure 3.4a, c). This sampling strat-
egy resulted in a strong positive anomaly (£20 patm) that peaks in winter and weakens in mid-summer (Fig-
ure 3.4c). In sharp contrast, when winter sampling crossings are added to the summer scenario (smr+wtr)
the spatial and seasonal anomalies are significantly reduced from 20 patm to < 5 patm respectively (Figure
3.4b-c). The weaker but persistent positive anomaly in the SAF accounts for most of the reduced positive

seasonal cycle anomaly (Figure 3.4a, c).

All scenarios depict a mesoscale modulated positive annual pCO, anomaly (MBE) climatology in the
vicinity of the SAF (Figure 3.4a-b). However, this is slightly offset by equally strong positive anomalies in the
SAZ and PFZ for the smr scenario (Figure 3.4a), while the meridional gradients of the anomalies are much
weaker for the smr+wtr scenario (Figure 3.4b). These differences are very well reflected in the anomalies
of their corresponding seasonal cycles (Figure 3.4c). Table 3.1 shows that in these SHIP-only experiment
results, the summer-only sampling of the sub-domain both produces the largest sampling bias (10.52 patm,

with an RMSE of 13.79 patm) and yields the weakest correlation between the underlying pCO, estimates
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and the model ground-truth (with » = 0.36). On the other hand, it also showed that if the ship undertakes just
one more meridional voyage in winter, this halved the RMSE to 6.8 patm and the bias (MBE) to 3.18 patm
compared to the summer-only sampling experiment, SHIP(smr). Moreover, it also strengthened the linear

association between the reconstruction and BIOPERIANT 12 model ground-truth for pCO; (r = 0.73).

Table 3.1: ML regression modelling scores of the ensemble average (ML2) for two sampling scenarios of SHIP
experiment: SHIP(smr) for summer sampling, and SHIP(smr+wtr) for summer and winter sampling. The configuration
of these experiments is presented in Table B.1 and described in Section 2.3.4. Similar to Table 3.1, the first column of
the table is the experimental set and the second one corresponds to the considered experiments. The statistical metrics
used to assess ML2 for this set of experiments are abbreviated as follows: RMSE is the root mean square error, MAE is
the mean absolute error; MBE or Bias is the mean average error; and r is the Pearson correlation coefficient between the
reconstructed and the BIOPERIANT 12 model truth pCO;. All these metrics are computed following their formulation
in Section 2.3.6. Values in the table are significantly different from the mean for the corresponding column (with a
95% confidence level or p-value < 0.05 for the two-tailed Z-test).

RMSE MAE MBE

Sets Experiments (uatm)  (uatm)  (uatm)
SHIP(smr) 13.79 11.51 10.52  0.36
SHIP
SHIP(smr+wtr) 6.8 5.29 3.18  0.73

Idealized SHIP and autonomous observations platform experiments

In this section, we presented the results of three sets of the combined ship and autonomous platform ex-
periments (SHIP(smr) + FLOAT, SHIP(smr) + WG, and SHIP(smr) + nUSV) that allowed us to test the
hypothesis that complementing summer biased ship-based sampling with year-long high-resolution sam-
pling in space and time reduces the reconstruction uncertainties and positive annual mean and seasonal
cycle biases relative to the ship-sampling alone (Figures 3.4a, ¢, and 3.5a-b) (Bushinsky et al., 2019; Gregor
et al., 2019; Sutton et al., 2021). We simulated and analysed the reconstruction of the mean annual pCO,
and seasonal cycles from carbon-floats (FLOAT) and carbon Wavegliders (WG) deployed independently for
a year in the Sub-Antarctic Zone (SAZ) and Polar Frontal Zone (PFZ) (Figures 3.5b, 3.5¢c-d, and 3.5e-f).
These were complemented by simultaneous year-round FLOAT deployments in the SAZ and PFZ (Figure
3.5b, g), and a deployment of the new unmanned surface vehicle (nUSV) Saildrone that spanned across all

three domains (Figure 3.5b, h).

These results show that both the reconstructed mean annual anomaly and the seasonal cycle of pCO, are
very sensitive to the spatial and temporal characteristics of the additional autonomous sampling platform
(Figure 3.5). Statistics (Table 3.2) show that all the autonomous platform deployments experiments improved
the significant winter positive biased seasonal cycle anomaly from the summer ship sampling reconstruction
(£20 patm). However there remained a small but variable (2 — 10 patm) winter - spring seasonal bias in all
deployment combinations (Figure 3.5b). The exception was the experiment with a FLOAT deployment in
the SAZ, which resulted in a negative seasonal bias that also peaked in winter (10 patm) and started earlier

in the autumn (Figure 3.5b). The two experiments with the smallest seasonal biases were the SHIP(smr)
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Figure 3.5: Reconstruction anomalies for the SHIP, SHIP + FLOAT, SHIP + WG and SHIP + nUSV experiments with
a particular focus on the summer-only baseline scenario: SHIP(smr). (b) shows the anomalies of mean seasonal cycle
(SC) reconstructions of the summer-only sampling scenario of the above-mentioned sets of experiments, while panels
(a) and (c-h) show the spatial anomalies or biases (MBEs) of the mean annual pCO, reconstructions resulting from
each these experiments.



Section 3.3. Results 53

+ WG (SAZ), and SHIP(smr) + nUSV. The first, SHIP(smr) + WG(SAZ), showed a small negative bias in
the summer (< -5 patm) and a small positive bias in the winter (< 5 patm). The latter, SHIP(smr) + nUSV,
showed a small positive bias in summer (0-5 patm) and in winter (4-5 patm)(Figure 3.5b). In contrast,
the experiment SHIP(smr) + FLOAT(SAZ+PFZ) that combined the two year-round FLOAT deployments
(SAZ and PFZ ), shows a minimal bias in summer but among the highest for all the experiments in winter

(£10 patm)(Figure 3.5b).

The spatial annual mean pCO, experimental scenario anomalies are consistent with the characteristics
of the seasonal cycle of pCO, (Figure 3.5a, 3.5c-h). In all cases the Sub-Antarctic Front (SAF) emerged
as a feature with a variable positive pCO, anomaly relative to the SAZ and PFZ sectors to the north and
south respectively (Figure 3.5a, 3.5¢c-h). All the scenarios highlight significant mesoscale anomaly gradients
across all the domains (Figure 3.5a, 3.5c-h). The year-long deployment of FLOATs and WGs in the SAZ
lead to negative anomalies in both the SAZ and the PFZ but those for the WG experiments are significantly
weaker (Figure 3.5c, e). However, the reverse was found for the SAF zone which shows a stronger positive
anomaly for the WG(SAZ) than for the FLOAT(SAZ) (Figure 3.5c, ). The stronger mean annual negative
pCO, anomaly for the SHIP(smr) + FLOAT(SAZ) deployment is consistent with the negative seasonal cycle
anomaly, which points to the mean annual anomaly being mainly influenced by the winter negative anomaly
(Figure 3.5b-c). Similarly, the much weaker negative anomalies in the SAZ and PFZ for the WG deployment

are consistent with the weaker seasonal cycle (< %5 patm) of pCO, for the whole domain.

SHIP(smr) + FLOAT(PFZ) and SHIP(smr) + WG(PFZ) deployments result in weak to moderate positive
anomalies in the northern half of the PFZ, the SAZ and the SAF and weak to zero anomalies in the southern
PFZ, all of which are characterized by mesoscale gradients (Figure 3.5d, f). Both scenarios show a com-
parable positive seasonal cycle anomaly although the phasing of the winter maximum is earlier Jun vs Sep
for the SHIP(smr) + FLOAT(PFZ) (Figure 3.5b). The mean annual pCO,, from the combined SHIP(smr) +
FLOAT(SAZ+PFZ) deployments, showed spatial characteristics similar to the SHIP(smr) + FLOAT(PFZ)
but with intensified negative and positive anomalies in the PFZ and SAZ respectively (Figure 3.5g). The
moderately strong positive winter anomalies (410 patm) in the seasonal cycle for this experiment indicate
that the mean annual positive anomalies are also dominated by the winter anomalies (Figure 3.5b). The
mean annual pCO, anomaly for the SHIP(smr) + nUSV deployments is weakly negative (< -5 patm) in the
north SAZ and weakly positive (< 5 patm) in the SAF and the PFZ (Figure 3.5h). The overall weak mean

annual pCO, anomaly is consistent with the weakest (0-5 patm) seasonal cycle anomaly (Figure 3.5b).

Table 3.2 shows that SHIP(smr), the baseline biased ship-summer sampling experiment (the status quo
in the Southern Ocean) yielded an RMSE of 13.79 patm and a mean biased error of 10.52 patm which is
comparable with the Southern Ocean results for CSIR-ML6 (Gregor et al., 2019). This table also shows

that although all the additional high-resolution platform experiments reduced the RMSE and MBE, the
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Table 3.2: ML regression modelling scores of the ensemble average (ML2) for the summer-only sampling scenario
(smr) of all the 4 sets of experiments: SHIP, SHIP + WG, SHIP + FLOAT, and SHIP + nUSV. The configuration of
these experiments is presented in Table B.1 and described in Section 2.3.4. Any other details for better understanding
of the table can be found in the caption of Table 3.1.

RMSE MAE MBE

Sets Experiments (uatm)  (uatm)  (uatm) r
SHIP SHIP(smr) 13.79 11.51 10.52  0.36

SHIP(smr) + FLOAT(SAZ) 9.29 7.46 -4.81 0.60
SHIP + FLOAT  SHIP(smr) + FLOAT(PFZ) 8.0 6.51 532 0.73

SHIP(smr) + FLOAT(SAZ+PFZ) 9.12 7.57 4.14  0.63

SHIP(smr) + WG(SAZ) 6.88 54 0.82 0.64
SHIP + WG

SHIP(smr) + WG(PFZ) 941 7.59 5.88 0.57
SHIP + nUSV SHIP(smr) + nUSV 6.4 5.1 238 0.74

magnitude of the impact was very sensitive to the platform and its location. All three scenarios of the
year-long SHIP(smr) + FLOAT experiments reduced the RMSE of SHIP(smr) experiment by 32.6 —41.9%
however, only the scenario SHIP(smr) + FLOAT (PFZ) provided the lowest RMSE and MAE as well as the
statistically significant correlation (r = 0.73) between the estimates and known truth. Both WG experiments
(SAZ and PFZ deployments) also reduced the RMSE by 31.7 — 50.1% through a statistically significant
correlation with r = 0.64 (SAZ) and r = 0.57 (PFZ), respectively (Table 3.2). The SHIP(smr) + nUSV
experiment yielded the lowest RMSE (6.4 patm) (53.5%), MAE and MBE with a significant correlation
with r = 0.74. These results are consistent with the comparative seasonal cycle anomalies that showed the
SHIP(smr) + FLOAT(PFZ) and SHIP(smr) + nUSV to have the smallest seasonal cycle biases (Figure 3.5b),

and higher correlations with the known truth (with r = 0.73 and r = 0.74, respectively).

3.4 Discussions

Resolving the variability and trends of the seasonal cycle of pCO, in the Southern Ocean has been a long-
term objective for the ocean carbon community to reduce the uncertainties and biases of the seasonal and
mean annual fluxes (Bushinsky et al., 2019; Gregor et al., 2019, 2018; Lenton et al., 2006, 2013; Mongwe et
al., 2018; Monteiro et al., 2015; Sutton et al., 2021; Takahashi et al., 2009). Gregor et al. (2019) argued that
the uncertainties and biases of pCO; reconstructions are now limited by both data gaps and variability-scale
sensitivity of surface ocean CO, observations - a boundary that the authors dubbed the "wall". Our results
make the key point that the seasonal and mean annual biases and uncertainties (RMSEs) in the reconstruc-
tions depend critically on simultaneously resolving the spatial, meridional gradients, and temporal, seasonal
and intra-seasonal variability. We now discuss three sampling scale sensitivities emerging from our analysis

and what we suggest is required to get "over the wall": (1) the sensitivity of the reconstructions to the sea-
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sonal cycle, (2) the sensitivity of the reconstructions to the seasonal cycle of the meridional gradients, (3)
the sensitivity of the reconstructions to the intra-seasonal variability, (4) the need to simultaneously sample
the meridional gradients and their intra-seasonal variability to "get over the wall", and (5) the limitations of

this study.

3.4.1 Seasonal sampling scale sensitivity

The SHIP-only sampling experiments, which most closely simulate the historical ship-based and seasonally
biased SOCAT gridded database in the Southern Ocean, point towards an unexpectedly high sensitivity of
the reconstruction uncertainties and biases to the seasonal sampling scales (Figures 3.1b and 3.4a-b, and
Table 3.1). Simulation of the existing Southern Ocean ship-summer sampling, SHIP(smr), resulted in a
seasonal cycle reconstruction with a strong positive winter out-gassing seasonal anomaly bias of £20 patm
that was strong enough to reverse the in-gassing flux from the model domain (Figure 3.4c), which also
biased (positively) the spatial mean annual flux for the domain (Figure 3.4a). The impact of the biased
summer sampling is also expressed in the comparatively elevated RMSE: 13.79 patm (Table 3.1), which is
of a magnitude close to the RMSEs of the ML methods for the Southern Ocean — particularly in the Polar
Frontal Zone (PFZ). For example, Gregor et al. (2018) reported an average RMSE value of 14.33 patm in
the PFZ, and also RMSE = 13.09 patm for the SOM-FNN method (Landschiitzer et al., 2016) within the
same region (PFZ).

Furthermore, a comparative analysis of the SHIP summer-only experiment, SHIP(smr), and the SHIP
summer and winter one, SHIP(smr+wtr), shows that SHIP(smr+wtr) outperformed SHIP(smr) across all the
performance metrics (Table 3.1) by halving them, for instance, RMSE = 6.88 patm. The sensitivity of the
reconstruction to the seasonal sampling bias is again further emphasised by the impact of the addition of
a single SHIP meridional 2-leg winter (Jul-Aug) sampling lines, SHIP(smr+wtr), which reduced the mean
monthly winter anomaly of pCO; for the whole domain from +20 patmatm in winter to less than 5 patm
over the whole seasonal cycle (Figure 3.4a-c). The impact of the additional winter line is also expressed in

the reduction of the bias error (Table 3.1).

When splitting the anomalies across the two sub-domains (SAZ and PFZ) for the SHIP(smr) scenario, a
comparable seasonal sampling bias sensitivity was found for the SAZ and PFZ domains (Figure 3.6a). The
winter reconstruction bias dominates any internal variability in the sub-domains. However, the introduction
of the SHIP-winter line not only impacted on the overall mean seasonal bias but also shows that the mean
seasonal cycle comprises out-of-phase seasonal modes of variability in both SAZ and PFZ domains (Figure

3.6b).

The splitting suggests that an important outcome of the reduction of seasonal and mean biases is the

emergence of important modes of variability that can provide a useful window into key processes as well
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Figure 3.6: Anomalies of the mean surface ocean pCO, seasonal cycle (SC) reconstructions from two SHIP-only
experiments. (a) shows the pCO, SC anomalies from the SHIP (summer-only)-based reconstruction in the whole
domain, the SAZ, and the PFZ; and in contrast,(b) shows the pCO, SC anomalies from the SHIP (summer + winter)-
based reconstruction for the whole domain, the SAZ, and the PFZ.

as identifying key modes of variability that can influence sampling strategies (Figure 3.6a-b). The findings
on the sampling bias sensitivity are consistent with the early estimates of the minimum number of ship
transects required to observationally resolve the seasonal cycle in the Southern Ocean as being quarterly,
across the 4 seasons, and zonally 30° apart (Lenton et al., 2006; Monteiro et al., 2010). Together with
these early results our analysis confirms that additional ship pCO, observation lines in summer will not be
a cost-effective contribution towards reducing the uncertainties and biases of the reconstructions. Rather,
as proposed earlier, additional seasonal sampling lines in winter will make a decisive impact (Figures 3.4a-
¢ and 3.6a-b, and Table 3.1). However, realistically this is not achievable because access to the Southern
Ocean outside the summer period is logistically challenging outside the Drake Passage (Gray et al., 2018;

Fay et al., 2018; Monteiro et al., 2015).

The well-recognized seasonal sampling bias problem, outside the Drake Passage (Munro et al., 2015),
is being addressed globally and in the Southern Ocean using a variety of autonomous sampling platforms
such as Wavegliders, pH-based Carbon Floats, and Saildrones (Bushinsky et al., 2019; Gray et al., 2018;
Monteiro et al., 2015; Sutton et al., 2021; Williams et al., 2017). I now discuss the effectiveness of each one
through OSSEs simulating their sampling characteristics inside the model domain. All these experiments
include the SOCAT-like SHIP-summer observations. The experiments focus primarily on the impact of
the autonomous sampling platforms WG and pH-based Carbon Floats as both have been deployed in the
Southern Ocean with sampling strategies that view to address the seasonal sampling bias (Gray et al., 2018;
Gregor et al., 2019; Monteiro et al., 2015). We return to the potential of Saildrones later in the discussion

in the context of a discussion of how to "get over the wall".
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3.4.2 The seasonal cycle of the meridional gradients

One of the unexpected results from our analysis was that the ship-based reconstruction with both summer
and winter crossings of the domain, SHIP(smr+wtr), performed as well as the best reconstructions in which
the SHIP summer-only sampling, SHIP(smr), is supplemented with an autonomous vehicle WG or FLOAT
sampling continuously throughout the year (Tables 3.1 and 3.2). Thus, SHIP(smr+wtr) performed better
(e.g., RMSE = 6.88upatm) than the SHIP(smr) + FLOAT(PFZ) and SHIP(smr) + WG(SAZ) experiments
that produced RMSEs of 8.0 patm and 6.88 patm, respectively. These results suggest that while resolving
the local seasonal cycle of the surface ocean pCO, with the WG and the FLOATSs had a decisive impact
on the RMSEs and mean biases (MBEs), an additional scale is being resolved by the SHIP experiment in
winter, which is not addressed by the sampling scales of the two autonomous sampling platforms WG (1-
day period) and FLOAT (10-day period). Here, we propose that the critical missing scale is the variability
of the meridional gradient of surface ocean pCO, (Figure 3.7a), or more critically, the seasonal cycle of
the meridional gradient of pCO, (Figure 3.7b). Together these figures highlight that although the mean
increasing southward gradient in pCQO; is sustained throughout the annual cycle (Figure 3.7a), there are
sharp seasonal spatial and temporal contrasts in the meridional variability of the magnitudes (Figure 3.7b).
This includes significant seasonal differences in the influence of mesoscale on the spatial variability (Figure
3.7a). The climatological meridional gradients of surface DIC and pCO; in the Southern Ocean are well
characterized through in situ observations Wu et al., 2019, data products (Gregor et al., 2018, 2019) and
models (Hauck et al., 2020; Hauck et al., 2015). These results highlight that characterizing the meridional
gradient is not sufficient in itself because shipboard observations in the SOCAT database already include
the meridional gradients but these observations in the Southern Ocean are strongly biased toward summer
(Gregor et al., 2019; Gregor and Gruber, 2021). As our study indicates, the seasonal scale variability of that
meridional gradient matters the most, which is why SHIP(smr+wtr) makes such a difference (Tables 3.1 and

3.2) compared to SHIP(smr) + WG and SHIP(smr) + FLOAT.

Significant differences exist between the meridional gradients along the SHIP line in summer (e.g., Jan-
uary) and winter (e.g., July) (Figure 3.7a-b). For example, these differences are more significant farthest
south (> 47°S) and farthest north (< 43°S) compared to the middle (43°S — 47°S) of the sub-domain (light
grey shadings, Figure 3.7a). Similarly, the seasonal cycle difference is not as big in the middle of the sub-
domain as it is at the extreme lines of the SAZ and PFZ (Figure 3.7b). That is why we need a sampling
platform that is able to capture critical scales of variability. Another key point we raised concerning the
sampling scale sensitivity on the pCO; reconstructions is that resulting uncertainties and biases depend on
the seasonal scale of the meridional gradients of the surface ocean pCO, (Figure 3.7b). Shedding light of

this point results in resolving the seasonal cycle of the meridional gradients.

The similarity of the anomalies between the SHIP(smr) + WG(SAZ) and SHIP(smr) + nUSV experiments
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Figure 3.7: Seasonal contrasts for the meridional gradient (MG) of surface ocean pCO, in the experimental sub-
domain. (a) shows the mean annual MG (black), the mean MG along the SHIP line in summer (January)(light blue)
and in winter (July)(dark blue); and panel (b) shows the seasonal cycle of the meridional gradient of pCO, showing
the months when the SHIP sampled (blue triangle markers) with the light blue for Jan (smr) and the dark blue for Jul
(wtr). The light grey shadings in panel (a) show the sub-domain areas (north and south) where large differences in
pCO; meridional gradients along the SHIP line in summer and winter.

are supported by the impact that these sampling strategies have on the seasonal cycle of the bias (Figure
3.5b). This shows that, relative to other sampling experiments, there was a reduction of the biases across
the whole seasonal cycle but more so in summer-autumn and less so in winter-spring (Figure 3.5b). The
significantly smaller MBE for SHIP(smr) + WG(SAZ) can be ascribed to the bias being slightly negative
in summer-autumn and positive in winter-spring which leads to a small mean annual MBE whereas in the
case of the SHIP(smr) + WG(PFZ) experiment, the MBE is small but positive throughout (Figure 3.5b, and
Table 3.2). The mean annual anomaly map of pCO; for the SHIP(smr) + nUSV experiment still shows
a positive anomaly, though weaker, at the frontal zone because although the nUSV Saildrone has a daily
sampling resolution, it is only crossing the highly synoptic SAF zone periodically (Figure 3.1c). This is
consistent with all the instances when not resolving the temporal variability results in a positive bias of

varying magnitudes (Figure 3.5b).

On designing an observation-based strategy for quantifying the Southern Ocean uptake of pCO,, Lenton
et al. (2006) argued that constraining the net seasonal air-sea pCO, fluxes within the natural variability
of the carbonate system requires doubling the current Southern Ocean meridional sampling. In a semi-
idealized experimental setting, our study takes this further by showing that resolving the seasonal cycle
of the meridional gradients is very critical. WG and FLOAT provide high temporal sampling resolution,
but they do not resolve the existing meridional gradients. Therefore, increasing data density through zonal
autonomous sampling vehicles (e.g., floats) is not sufficient to minimize reconstruction errors. The quarterly
meridional sampling strategies proposed by Lenton et al. (2006) and Monteiro et al. (2010) could help to

resolve the seasonal cycle of the meridional gradients, but they are not operationally feasible.
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3.4.3 Intra-seasonal variability of the Seasonal Cycle

Recent high-resolution observations using different types of carbon-enabled autonomous platforms have
highlighted a potential sensitivity of Southern Ocean CO, flux reconstruction uncertainties and mean bias
to aliases in sampling the intra-seasonal to seasonal temporal scales (Bushinsky et al., 2019; Gray et al.,
2018; Monteiro et al., 2015; Sutton et al., 2021; Williams et al., 2017). Here we discuss the sensitivity of
the model domain reconstruction statistical metrics to a range of semi-idealized scenarios of SHIP-summer
supplemented with FLOAT and WG observations (Table 3.2; Figure 3.5). In each case of the FLOAT and
WG, they were made to sample each sub-domain (SAZ and PFZ) for a year at their characteristic sampling
periods of 10 days and 1 day, respectively. The assumption was that the FLOAT would remain in the domain
throughout the year. Thus, to not disadvantage the floats in these experiments, one float was deployed in
each sub-domain (SAZ and PFZ) as shown in Figure 3.1b, under the assumption that floats would not cross
the Sub-Antarctic Front (SAF). The nUSV, Saildrone analogue, sampling scenario is brought in later to test
the predicted sampling requirements to achieve the lowest RMSEs and mean bias error. There was no real
benefit in reproducing the zonal sampling approach for the Saildrone (Sutton et al., 2021) because it would
be comparable to the zonal travel of FLOAT but with higher daily sampling more akin to the WG. Its metrics

would therefore have been comparable to both and contributed little to learning.

One of the standout aspects of this part of the analysis, investigating the impact of the sampling pe-
riod, was the significant difference in the uncertainty and biases between the best performing SHIP(smr)
+ WG(SAZ) (RMSE = 6.88 patm; MBE = 0.82 patm) and SHIP(smr) + FLOAT(PFZ) (RMSE = § patm;
MBE = 5.32 patm) scenarios (Table 3.2). These comparative statistics point to the reconstructions also
being very sensitive, particularly to the temporal sampling scales. This finding can be explained and under-
stood from the characteristics of the variability from time series from single model grid cells in the SAZ, on
the SAF, and in the PFZ (Figure 3.8). Local scale single grid-cell observations are appropriate instead of
spatial means because they simulate the local nature of the variability and how it is observed. The variabil-
ity characteristics of these time series help explain the statistics of the pCO; reconstructions (Figure 3.8;
Table 3.2). The SAZ and SAF are characterized by stronger intra-seasonal variability whereas the PFZ is
characterized by lower frequency (sub-seasonal) — seasonal modes of variability (Figure 3.8). Thus, while
the SAZ and SAF sub-domains and their stronger intra-seasonal variability are best resolved by the daily
sampling of the WG, the PFZ domain, which is dominated by the lower frequency sub-seasonal to seasonal
cycle, is resolved equally well by the WG — daily and FLOAT - 10-daily sampling periods (Figure 3.8; Table
3.2).

Therefore, given that WGs and FLOATSs in these sampling scenarios are comparable in that neither have
a strong meridional gradient resolving sampling strategy, the main difference between them is the daily sam-

pling rate of the WGs and the 10-day sampling rate for the FLOATSs. Figure 3.8 then helps explain why even
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Figure 3.8: Time series (one year) plots of the variability of surface ocean pCO, at single model grid cells on the
SHIP line (2.5°E, Figure 3.1b). We used the following single model grid cells: 42°S, 2.5°E in the Sub-Antarctic Zone
(SAZ); 44°S, 2.5°E on the Sub-Antarctic Front (SAF); and 47°S, 2.5°E in the Polar Frontal Zone (PFZ). It shows that
while the SAZ and SAF are dominated by synoptic modes of variability, the PFZ is characterized by longer period
sub-seasonal to seasonal scales of variability.

though the domain reconstructions based on the FLOAT(PFZ) sampling scenario perform best out of the
two FLOAT scenarios, SHIP(smr) + FLOAT(SAZ+PFZ), ultimately it underperformed relative to the WGs
because it was aliasing the synoptic intra-seasonal variability in the SAZ and SAF. This surprising perfor-
mance of SHIP(smr) + FLOAT(SAZ+PFZ) after running the experiment several times likely resulted from
the difference in modes of variability in the SAZ and PFZ (Figure 3.8). The float did well when deployed in
PFZ dominated by seasonal variability which can be resolved by the 10-day sampling period but performed
poorly when it was deployed in the SAZ characterized by intra-seasonal modes which cannot be resolved
by the 10-day sampling period. Thus, when sampling the two sub-domains simultaneously, SHIP(smr) +
FLOAT(SAZ+PFZ) resulted in a poorer performance than for the PFZ alone (Figure 3.5b; Table 3.2). The
finding that the high temporal resolution of the SHIP(smr) + WG(SAZ) was the only sampling combination
to match the performance of the SHIP(smr+wtr) experiment whose strength was in resolving the seasonal
contrasts of the spatial meridional gradient, suggests that these two scales of variability, intra-seasonal and
meridional, are close to equally important towards achieving a low bias and RMSE reconstruction. Resolv-

ing the former and the latter simultaneously may therefore be a presently missing critical step.

More broadly and relative to the SHIP summer-only scenario, all the annual cycle experiments yielded
areduction in the reconstructed seasonal cycle anomalies (Figure 3.5b) and in the uncertainties (32 - 50%),

biases (£50%) as well as a statistically significant improvement for the Pearson correlation coefficient (r)
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(Figure 3.5a-b, and Table 3.2). When comparing SHIP(smr) + WG with SHIP(smr) + FLOAT, reconstructed
annual mean pCO, maps for the whole domain were consistent with reduced anomalies, for instance, with
small positive anomalies for SHIP(smr) + FLOAT(PFZ) and small negative anomalies for SHIP(smr) +
WG(SAZ) (Fig. 6d-e, respectively). However, while comparing SHIP(smr) + WG(SAZ) with SHIP(smr) +
FLOAT(SAZ) where the WG and FLOAT are both deployed in the SAZ, there is a significant difference in
the RMSEs and MBEs with respectively 6.88 patm and 0.82 patm for the former, and 9.29 patm and -4.81

patm for the latter (Table 2).

This analysis provides additional understanding of the strengths and limitations of the way that the 3
main autonomous platforms (Wavegliders, carbon-floats and Saildrones) deployed in the Southern Ocean
contribute to increasing or decreasing the seasonal cycle and mean annual biases as well as the RMSEs
(Monteiro et al., 2015; Bushinsky et al., 2019; Sutton et al., 2021). Based on hourly observations of the
surface ocean pCO,, Monteiro et al. (2015) showed that a temporal sampling resolution of less than 2
days would be necessary in 30 - 40% of the Southern Ocean, corresponding to the SAZ, to reduce the
uncertainty to less than 10% of the annual mean. Our study confirms the sensitivity of the RMSE of the intra-
seasonal variability sampling alias and also shows its impacts on the bias of the annual mean. SOCCOM-
float calculated pCO, data has made a decisive impact on resolving the seasonal cycle in the Southern
Ocean and suggests that winter CO, out-gassing may be underestimated in SOCAT-based reconstructions
(Bushinsky et al., 2019; Gray et al., 2018). This study suggests that these observed and reconstructed
elevated out-gassing fluxes may be the result of both aliasing of the intra-seasonal variability as well as
not resolving the seasonal cycle of the meridional gradient. This analysis also raises a question around the
assumption that not resolving the intra-seasonal variability of pCO, does not contribute significantly to the
RMSE and the bias . It shows that the intra-seasonal modes of the wind are not sufficient to impart a low

mean annual and seasonal cycle bias (Bushinsky et al., 2019).

To provide a more quantitative characterization of these findings, an additional analysis was conducted
on the sub-10-day mode of variability. A 10-day rolling mean was used to eliminate or weaken the sub-10-
day mode of variability (Figure B.1a). The difference between this 10-day rolling mean and the daily model
output gives the high-frequency variability and the root-mean-squared error (RMSE) gives us a statistical
understanding of what the uncertainty might be if we sampled at a 10-day rate (shown in Figure B.1b as a
map). The resulting mean RMSEs for the SAZ and PFZ, after implementing the 10-day rolling mean, are
2.53 patm and 1.71 patm respectively, a significant reduction relative to the RMSEs for the FLOAT exper-
iment using the daily model output (Table 3.2). This provides further quantitative support for thes findings
and the work of (Monteiro et al., 2015) that more dynamic regions require higher sampling rates. We fi-
nally propose that the impact of SOCCOM floats on the reconstructions can be strengthened by reducing the

sampling period to < 2 days, especially in high EKE areas, and through a coordinated meridional deploy-
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ment strategy that helps to resolve the meridional gradient across the annual cycle. Our study also suggests
that notwithstanding the high temporal frequency of the USV Saildrone, the present emphasis on a zonal
sampling pattern (Sutton et al., 2021) also underestimates the potential contribution that this platform could
make in observing the seasonal cycle of the meridional gradient at high temporal resolution simultaneously.

This aspect is now examined in more detail.

3.4.4 A proposed optimal sampling strategy for ‘“getting over the wall”

In this study, the analysis has highlighted that in order to minimize the uncertainties and biases sufficiently
to “get over the wall”, observational strategies in the Southern Ocean need to simultaneously resolve the sea-
sonal cycle of the meridional gradient at temporal scales that also resolve, where necessary, the intra-seasonal
variability. To test this hypothesis, I designed an additional year-round Observing System Simulation Exper-
iment (OSSE) that simulated the spatial and temporal sampling capabilities of the new unmanned surface
vehicle (nUSV) Saildrone (Sutton et al., 2021) to supplement the SHIP summer-only sampling SHIP(smr)
(Figures 3.1c and 3.5b, h); that is, SHIP(smr) + nUSV. This experiment combined the speed of the nUSV
Saildrone (Gentemann et al., 2020; Meinig et al., 2015) required to cover the regional meridional spatial gra-
dients length scales (Figure 3.1c), with high-frequency daily sampling to supplement SHIP(smr). Together

these fulfill the requirements that emerged from the earlier analysis.

Comparative statistics show that the SHIP(smr) + nUSV experiment yielded a very significant improve-
ment in the reconstruction skills relative to all other platform combinations (Table 3.2). Its performance
metrics (RMSE = 6.4 patm) outperformed the next best combination SHIP(smr) + WG(SAZ) (RMSE =
6.88 patm) and SHIP(smr) + FLOAT(PFZ) (RMSE = 8.0 patm). This supports the hypothesis that re-
solving the intra-seasonal and seasonal variabilities of the meridional gradients is decisive in minimizing
uncertainties and bias in pCO; reconstructions. Based on this analysis, we propose that the optimal sam-
pling scheme is the SHIP + nUSV because it provides not only a high temporal resolution (daily) of the

large-scale meridional gradients but also combines speed to cover the required meridional spatial extent.

The nUSV Saildrones are still relatively new autonomous sampling platforms and their ability to with-
stand the stringent weather and sea conditions in the Southern Ocean are still being assessed (Sutton et al.,
2021). Recent deployments of Saildrones have been focused on zonal circumpolar tracks, which have been
successful in proving the Saildrones as a robust sampling platform, and in observing the seasonal cycle of
CO; fluxes in the sub-polar domain (Sutton et al., 2021). This approach is comparable to the zonal sampling
of FLOATS (Figure 3.1b) but with a higher temporal sampling frequency (daily vs 10-day). Notwithstanding
the higher temporal sampling frequency from the Saildrone, the lack of a meridional spatial component to
the zonal sampling strategy limits its value in reducing the uncertainties and biases of any reconstructions

that use them. Its inclusion in CO, flux reconstructions would improve the RMSE and mean bias error



Section 3.4. Discussions 63

relative to SOCAT-based reconstructions which, as discussed earlier, is not where autonomous sampling
vehicles can add the best value (Tables 3.1 and 3.2). These findings shows that a zonal sampling strategy,
while good for operational navigational reasons, is not the most efficient way to maximize the value of USV
Saildrones sampling to resolve critical scales of variability necessary for high confidence in the pCO,, and
inferred CO2 flux reconstructions in the Southern Ocean. Furthermore, our study shows how by mixing the
meridional sampling strategy (Lenton et al., 2006; Monteiro et al., 2010) with the current zonal sampling

we can leverage the USV Saildrones to make sure we are not missing the meridional gradients.

3.4.5 Applicability of the sub-domain to a wider Southern Ocean

The focus of this study was on investigating the mismatch between sampling periods and the modes of
variability of pCO, in the domain rather than the mechanisms. This selected domain in the South-East (SE)
Atlantic Ocean encapsulates the contrasts in the scales of variability of interest, namely the seasonal and
intra-seasonal modes that are characteristics of the Southern Ocean (Figure 3.9). It shows how findings in
the study domain can be extended to the Southern Ocean. Using a 10-year period of pCO, output from
NEMO-PISCES model simulations at a 5-day temporal mean, the Seasonal Cycle Reproducibility (SCR) of
pCO, was calculated as the correlation of the detrended pCO; with its own 10-year climatology — the larger
the correlation, the stronger the SCR (Thomalla et al., 2011). This resulted in the SCR-based clustering of
the Southern Ocean into three regions (Figure 3.9) corresponding to the low (LSCR), medium (MSCR), and
high (HSCR) SCR areas, respectively. The criteria of the choice of these three ranges are as follows. In high
SCR areas, there is no intra-seasonal variability and annual signals. In medium SCR areas, intra-seasonal
variability emerges but is smaller in magnitude compared to the seasonal cycle, while in low SCR areas,

there is no seasonal signal, and the intra-seasonal variability is larger than the seasonal cycle.

Although this study domain was chosen within a high-EKE area (black box; Figure 3.1a; Figure 3.9)
because of its contrasting seasonal and intra-seasonal variability of the surface ocean pCO,, the SCR metric
shows how the study area in the SE Atlantic Ocean contrasts to the Southern Ocean as a whole (Figure 3.9).
As argued in the previous paragraph, seasonal and intra-seasonal variability is relatively associated with
LSCR (0—0.65) and MSCR (0.65 —0.85) regions, which together represent ~75% of the study domain, and
~64% of the whole Southern Ocean (cf. table shown in Figure 3.9). This demonstrates that the subdomain
modes of variability (which are dominantly intra-seasonal) may be applied to the wider Southern Ocean.
Futhermore, longitudinally, the Southern Ocean is equal to 360° /20° = 18 times the 20°W — E sub-domain
(Figure 3.1a). While in theory, this sub-domain is 1/18th of the zonal extent of the Southern Ocean, it
represents different modes of variability as argued above. Thus, less than 18 USV Saildrones should be able

to capture the variability in the whole Southern Ocean.
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Figure 3.9: Map showing the study domain and the Southern Ocean sub-regions resulting from the seasonal cycle
reproducibility (SCR) of pCO; calculated based on 10 years of NEMO-PISCES simulations at the 5-day temporal
resolution, where the Sub-Antarctic Front (SAF) (light red) and the study domain (black box) are depicted. The table
below the map shows the fraction coverage estimates (in %) for these SCR-based regions both in the study domain
and Southern Ocean as a whole. LSCR corresponds to low SCR areas, while MSCR and HSCR respectively represent
medium and high SCR areas.

3.5 Conclusions

From this study, we propose that one can advance the uncertainties and biases from machine-learning pCO,
reconstructions “beyond the wall”, at least in the Southern Ocean. Within a chosen experimental domain of
the Southern Ocean, we demonstrate that this would require resolving the seasonal and intra-seasonal modes
of variability of the meridional gradients of pCO, through a combination of high frequency (at least daily)
observations spanning the meridional axis. We showed that the reconstructed seasonal cycle anomaly and
mean annual pCO, are highly sensitive to seasonal sampling biases. The seasonal sampling bias comprises
both the temporal and meridional spatial scales of variability. This may explain the significant winter-
positive bias in the reconstruction of the seasonal cycle of pCO, in the domain, which likely may also be
contributing to the apparent winter-maximum outgassing or weakening of the ingassing of CO, observed
in recent Southern Ocean data products. This points to an urgent need to address the existing seasonal bias
(towards summer) in the Southern Ocean SOCAT dataset through improving the sampling strategy of the

present autonomous platforms, so they are better aligned to the integrated spatial and temporal sampling
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scale needs.

Inside the chosen domain, the study confirmed that not resolving the high frequency (synoptic - sub-
seasonal) variability results in insufficient decreases in mean biases and RMSE scores for the reconstructed
mean annual flux. Present 10-day sampling periods of floats have a limited impact on reducing uncertainties
and biases in pCO, mappings because they do not resolve the intra-seasonal variability. In addition, the pre-
dominantly zonal and quasi-Lagrangian sampling does not contribute sufficiently to resolving the seasonal
variability of the meridional gradients of pCO;. Our study proposes that a more meridionally coordinated
deployment of floats could contribute further to resolving synoptic variability and the meridional gradi-
ents. For example, increasing sampling frequency to < 2 days, particularly in high-EKE areas as well as a
meridionally coherent sampling strategy would support resolving the synoptic-scale variability and the vari-
ability of the basin-scale gradients. Although they still lack the meridional gradient reach, Wavegliders in
pseudo-mooring modes improve on floats (RMSEs, MBEs) and the main explanation for this improvement
is because of their higher sampling frequency (daily). This study recommends that the use of Wavegliders
in the reconstruction of CO, fluxes in the pseudo-mooring mode should be discontinued and adopt a merid-
ional dimension to the high temporal resolution (1-2 days). We showed that while the USV Saildrones in
the present zonal sampling mode improve the RMSEs and biases, this might not be the most efficient way to
maximize their strengths stemming from their high sampling frequency (hourly) and large spatial scale (by
leveraging their speed). We thus propose that USV Saildrones are probably the optimal platforms to address

the necessary integrated large-scale spatial and high-resolution temporal sampling.

In summary, ship-based observations (SOCAT-like) remain vital to the reconstruction of CO, fluxes in
the Southern Ocean as a whole and should be continued. These observations are the baseline data involved
in the training of any machine learning algorithms behind the main observation-based products of reference.
However, these ship-based observations are seasonally biased (towards summer) due to under-sampling dur-
ing stormy autumn and winter seasons, which are likely the root of persistently elevated uncertainties and a
winter-positive bias in the reconstructions. This bias should be addressed with urgency. Finally, this study
proposes that a meridional sampling strategy may be an efficient way of sampling using autonomous observ-
ing systems. In this case, we recommend that existing ship-based observations of the surface ocean pCO; in
the Southern Ocean should be supplemented by year-round autonomous high-resolution observations that
resolve the seasonal cycle of the meridional gradients of the surface ocean pCO,. However, a follow-up
study is also recommended to test, for example, the USV Saildrone effectiveness and impact on reducing
uncertainties and biases of the seasonal and mean annual reconstruction of CO; fluxes in the Southern Ocean

as a whole.



Chapter 4

Sensitivity of two-step pCO, reconstructions to clus-

tering choices for the Southern Ocean as a whole

4.1 Introduction

4.1.1 Context and problem

In recent years, two-step empirical modelling and/or semi-supervised machine learning (ML) approaches
have been widely adopted in reconstructions of the surface ocean pCO, (Landschiitzer et al., 2016; Land-
schiitzer et al., 2014; Gregor et al., 2019; Watson et al., 2020; Gregor and Gruber, 2021; Denvil-Sommer
et al., 2021). By two-step empirical modelling and/or semi-supervised ML, we mean a two-step technique
in which the first step consists of clustering or applying an unsupervised ML method to the underlying
reconstruction domain, and the second step consists of applying a supervised ML method. For example,
both Landschiitzer et al. (2014) and Gregor et al. (2019) adopted a two-step machine-learning approach by
first dividing the global ocean into clusters or regions, and then they used a machine-learning regression

algorithm to map the surface ocean pCO, within every generated cluster.

High activities of eddy kinetic energy (EKE) and the large zonal spatial gaps with high dynamic variabil-
ity between the meridional lines in the Southern Ocean are a significant challenge in pCO?2 reconstructions
in the region (Landschiitzer et al., 2014; Gregor et al., 2019). The community has addressed this problem
by adopting different clustering techniques as the initial step of the two-step reconstruction approach using
machine learning techniques, but it is not clear what each of these clustering choices contributes to the root

mean square error (RMSE) score and bias.

Essential to these machine learning techniques are high-quality in-situ pCO; observations (Hauck et al.,
2020), such as those annually compiled within the Surface Ocean CO;, ATlas (SOCAT) through international
collaborative efforts (Bakker et al., 2016, 2020). These observations are primarily from ships (Bakker et
al., 2016) and constitute the baseline data in any observation-based reconstructions of surface ocean pCO,
using machine-learning techniques (Hauck et al., 2020; Friedlingstein et al., 2021). Therefore, the existing
disagreements in methods in the Southern Ocean are likely primarily driven by the sparseness and seasonally
biased distribution of surface CO, observations in the region (Rodenbeck et al., 2015; Gray et al., 2018;
Gregor et al., 2018; Bakker et al., 2016; Bushinsky et al., 2019; Watson et al., 2020). This raises the need

66
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to explore the sensitivity of the pCO, reconstruction uncertainties and biases to the choice of the clustering
method in the Southern Ocean. This could not be done in Chapter 3 because of the size of the study domain

(Section 3.2.2) for which it was not necessary to use a clustering step in the reconstruction.

4.1.2 Aims and Questions

The primary aim of this chapter is to evaluate the clustering methods, the first step in the two-step pCO;
reconstructions and the contribution that each of the clustering methods or their ensemble make to the bias
and root mean square error. In order to do this, I use a series of observing system simulation experiments
(OSSEs) for which I choose to use both the underway SOCAT ship data (pseudo-observations) which is
biased toward summer (SOCAT-only) due to very few observations in the Southern Ocean during winter,
as well as the SOCAT-only data with a winter sampling gap mitigation (SOCAT + WGM). This choice is
motivated by Chapter 3’s findings, but now applying them to the whole Southern Ocean (Section 3.4.5). Both
OSSE sampling scenarios (SOCAT-only and SOCAT + WGM, detailed in Section 4.2.2) were compared in
the evaluation of the clustering methods. Thus, the two questions that guide this chapter towards its aims

are as follows.

1. How sensitive are the two-step pCO, reconstructions to differences in assumptions that define the
clustering step of the methods used in terms of their contribution to biases and uncertainties? In other
words, which one of the clustering methods used offers greater gains in terms of reducing RMSE

score and bias?

2. How is the contribution of these clustering methods to uncertainties of the reconstruction sensitive to

the contrasting summer and winter sampling scenarios?

4.2 Methodology

The two-member ensemble method, including the feed-forward neural network (FNN) and gradient boosting
machines (GBM), which was used in Chapter 3 revealed that the GBM algorithm was highly more suscepti-
ble to overestimating the surface ocean pCO; than the FNN algorithm. This tendency of the GBM algorithm
to overfit the training data is due to its potential for high complexity (Frery et al., 2017). Henceforth, only
the FNN algorithm is used for the regression modelling of pCO,, and its technical details and theory are

presented in Section 2.3.2.

In this chapter, three two-step methods are explored for the reconstruction of surface ocean pCO; in
the Southern Ocean. These two-step methods only differ from their first step or clustering step. This step
consists of clustering or dividing the pCO;, domain, here the Southern Ocean, into clusters or sub-regions

based on three different approaches including (1) the regionally fixed biomes resulting from the annual
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mean of Fay and McKinley (2014) biomes (FMB), (2) the seasonal cycle reproducibility (SCR) of pCOa,
and (3) the mini-batch K-Means (MKM) clustering algorithm. The second step or regression step in all three
approaches uses a similar machine learning algorithm (FNN). Given that these two-step approaches use all
the same machine learning algorithm for regression, to limit redundancy, when necessary, the resulting two-
step gap-filling methods will often be referred to as simply FMB, SCR, and MKM instead of FMB-FNN,
SCR-FNN, and MKM-FNN. While details about the data sources and the theory concerning the implicit
second step (i.e., FNN regression) of these learning approaches have already been introduced in Section

2.3.2, details of the clustering step of these methods will further be given in this methodology section.

Methodologically, there is an important way the clustering step’s influence on errors in observation-
based estimates of pCO, can be assessed in the Southern Ocean: by improving the temporal availability
of ship measurements using an observing system simulation experiment (OSSE) based on a synthetic truth
from high-resolution ocean model output introduced in Section 2.1. This methodological section is thus
organized around four main features (but not restricted) — which characterize the OSSE framework — includ-
ing (1) data selection and preparation, (2) platform data simulation, (3) the Reconstruction System and (4)

Forecasting/reconstruction and comparison with the ground truth also called Nature Run.

4.2.1 Data selection and preparation

In the supervised machine learning workflow, data are divided into two groups: one to train the underly-
ing algorithm, called the training data, and the other to evaluate the resulting model, called the prediction
data. The target and proxy variables data are selected from the daily outputs of one year of the BIOPERI-
ANT12 ocean model (see Section 2.1) which is the high-resolution (££10 km) ocean model resulting from
the Southern Ocean configuration of the NEMOS-PISCES forced ocean model used throughout this thesis.

The motivations of the choice of this model is presented in Section 2.1.

For the SOCAT-ship tracks simulation, the 2010-2019 period is chosen in the 2020-release SOCAT data.
The motivation behind this choice is that I found that since 1970, over 46% of sea surface CO, observations
— from this version of the SOCAT database — in the study domain (which is the Southern Ocean south of
40°S) were made between 2010 and 2019. This results from increasing efforts of volunteering ships in
international contribution to the SOCAT database (Bakker et al., 2016). I thus assume that in that decade
the geographical coverage of annual ship voyages to the Southern Ocean has stabilized. The purpose of the
SOCAT dataset is to get the geographic constraints for each line and not just the sampling locations. So, even
though a particular line may be sampled annually with 10 repeats, the daily outputs of the BIOPERIANT12
ocean model, being a single year is only sampled once. Together, all the lines create a “synthetic” year which

is then disaggregated into summer and winter lines (Figure 4.1).

More specifically, from the 2010-2019 SOCAT data (2020 release) in the Southern Ocean (south of
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Figure 4.1: Map showing the observation density of SOCAT (version 7) monthly gridded product (2010-2019). Re-
gardless of the year, panel (a) shows the number of months observations happened. Panel (b) is a monthly climatology
to show how the seasonal cycle is represented regardless of the year. The shading in red shows the grid points where
the dominant observational period is from November to April (i.e., the big summer), and the blue shading shows the
grid points where the dominant observational period is from May to October (i.e., the big winter).

40°S), I extracted the corresponding ship lines in both summer and winter. The extraction is done in such
a way that if a ship had sampled 10 times along a line during that period, it will be implemented once for
the single model year. Similarly, if sampled only once within the 10-year period, this line is included in the
ship lines (Figure 4.1) used to sub-sample the single-year ocean model outputs. Thus, the ship tracks for
summer and winter sampling (see Figure 4.1) are used to produce the ship-based synthetic year of pseudo-

observations from the model sub-sampling.

Moreover, in Chapter 3, it was found that to reduce uncertainties in pCO; reconstructions it is critical to
resolve two sampling scales including the seasonal cycle of the meridional gradients (first-order requirement)
and the intra-seasonal variability (second-order requirement), which Chapters 4 and 5 focus on. Therefore,
to carry out the semi-idealized sampling experiment to the Southern Ocean (south of 40°S), the sampling
assumption is that the extracted ship lines could all be sampled during a single year in the region. This
approach will likely reduce the bias of the SOCAT-only simulation slightly (Section 4.2.2), but it is as-
sumed not by much as most additional lines are in summer (Figure 4.1) and would have contributed little to

improving the uncertainties and biases.

4.2.2 SOCAT data sampling simulation

Figure 4.1 depicts the ship tracks/routes from the 2020 release of the SOCAT database (version 7) in the
Southern Ocean where the observation density in the region is not homogeneous (Figure 4.1), with the known

high-latitudes under-sampling in time and space (Monteiro et al., 2010; Gray et al., 2018). These SOCAT-



70 Chapter 4: Clustering-sensitive choices in two-step pCO, reconstructions

ship routes are extracted and used to set up a series of observing system simulation experiments (OSSEs) that
simulate the way ships sample in the Southern Ocean based on two sampling simulation scenarios including
SOCAT-only and SOCAT + Winter Gap Mitigation (WGM). Details of these two experiments or OSSE
scenarios (SOCAT-only and SOCAT + WGM) are given below.

SOCAT-only sampling data simulation

The SOCAT-only scenario represents the typical SOCAT data in the Southern Ocean, which is biased toward
summer with large winter sampling gaps as shown in Figure 4.1b. The SOCAT-ship tracks are extracted and
coupled with the BIOPERIANT12 model outputs to simulate SOCAT shipboard measurements of the sur-
face ocean pCO; and proxies. The model outputs cover well in space and time the real sampling locations of
the SOCAT underway observing ships. Therefore, simulated data resulting from this sampling scenario cor-
responds to model data that co-localises geographically and temporally the locations of SOCAT shipboard

measurements in the Southern Ocean.
SOCAT + WGM sampling data simulation

SOCAT + WGM corresponds to the second sampling simulation scenario of the OSSEs and consists of mit-
igating the winter observational gaps that make the simulated data from the SOCAT-only scenario biased
toward summer. In this scenario, the assumption made is that the same underway SOCAT ship tracks in sum-
mer are visited in winter to fill the observational gaps, hence the WGM component (winter gap mitigation)

in the SOCAT + WGM scenario which is an extreme sampling case in the Southern Ocean.

In these SOCAT data simulations, I consider only ship observational routes that cover the period from
2010 through 2019 with at least one in-situ observation of surface ocean pCO; per grid cell (Figure 4.1).
As presented in Section 4.2.1, my motivation is that during this decade, the largest increase in the density of
surface ocean CO, observations in the Southern Ocean (south of 40°S) was observed. Given that the Nature
Run covers very well in space and time the real sampling locations of SOCAT cruises in the Southern
Ocean (Figure 4.2.2), the model outputs co-localizing with these geographical and time locations will be

called pseudo-observations, which will be used as the training dataset.

The resulting pseudo-observations from both SOCAT-only and SOCAT + WGM scenarios are used as
training datasets for the underlying machine-learning method in the OSSE framework introduced in Section
4.2.3. Inthe SOCAT + WGM scenario, the SOCAT data (biased toward summer) is supplemented by pseudo-
observations from synthetic measurements carried in winter along the underway SOCAT ship routes in the
Southern Ocean. This OSSE scenario is thus essential to achieve the primary aim of this study (Section

4.12).
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4.2.3 OSSE setup: experimental overview

The BIOPERIANTI12 ocean model output described in Section 2.1 is termed Nature Run in this setup.
This simulation is intended to be the best possible representation possible of the true environmental process
at higher spatial (+10km) and temporal (daily) resolutions, which are considered sufficient for testing the
observing systems. The framework of the observing system simulation experiments (OSSEs) including
the underlying two-step reconstruction approach is presented below and briefly summarized in Figure 4.2
showing a schematic illustration of this experimental design or OSSE framework. A broad overview of the

OSSE type this framework is inspired from is presented in Section 2.9.

1. The first stage denoted as Data Simulation consists of selecting from Nature Run the pseudo- or syn-
thetic observations in the Southern Ocean (Section 4.2.2) using existing underway ship routes as it is

in the SOCAT database (2020 release).

2. The second stage denoted as "Southern Ocean clustering”, consists of dividing the Nature Run field
(Southern Ocean) into clusters or regions having some specific physical and biogeochemical proper-
ties. Here, the Nature Run field is divided into clusters or sub-regions using a clustering technique.
Three different clustering approaches (details are in Section 4.2.4) including (1) Fay and McKinley
(2014) biomes (FMB), (2) the seasonal cycle reproducibility (SCR), and (3) the mini-batch K-Means
(MKM).

3. The third stage consists of a Reconstruction System. Here, synthetic observations are assimilated into
various configurations of the operational machine-learning model. Specifically, the Reconstruction
System setting is characterized by the second step in the two-step reconstruction method (detailed in

Section 4.2.4) as follows.

(a) For each clustering method or configuration (FMB, SCR, MKM), a machine learning regression
algorithm, the feed-forward neural network (FNN), is applied to the resulting clusters of the
Southern Ocean, which results in 4 FNN models using FMB-based clusters (4), 6 FNN models
using SCR-based clusters (6), and 7 FNN models using MKM-based clusters (7). Overall, this
makes up a total of 17 FNN models implemented, resulting from the three two-step-learning

methods FMB, SCR, and MKM.

(b) In each cluster, an interactive train-validation approach (rather than just one validation split) is
used to develop an FNN model on pseudo-observations (synthetic SOCAT data) within that clus-
ter. This Reconstruction System component, denoted by "hyper-parameter tuning", leverages
the Bayesian optimization and K-fold cross-validation (CV) (see Section 2.3.7 for more detail

on model tuning), implemented as BayesSearchCV in the Python package scikit-optimize.
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4. Forecasts or reconstructions of surface ocean pCO, are made with the optimal model resulting from
the step above. Afterwards, a thorough analysis of the results and comparison of the FMB, SCR,
and MKM methods using the test data, which corresponds to the remaining Nature Run that was
not used to back out synthetic observations. This allows not only the testing of the reconstruction
power or forecast ability of these three methods but also the quantification of improvements due to

the consideration of new sampling regimes of the observing system (ship).

4.2.4 Two-step reconstruction methodology

First step: clustering choice in the Southern Ocean

The three clustering approaches introduced early are further described to create regions/clusters/biomes of
internal coherence with respect to the surface ocean pCO, variability and dynamics. The clustering step
ensures that clusters reflect areas of relatively coherent physical and/or biogeochemical behaviour much
better than using the entire region as a whole (Landschiitzer et al., 2014; Rodenbeck et al., 2015; Gregor
et al., 2019).

Clustering choice 1: Fay and McKinley (2014) biomes

The first empirical method for clustering the Southern Ocean is based on the global ocean regions or biomes
(Figure 4.3) as defined by Fay and McKinley (2014) and extended by Gregor et al. (2019). Fay and McKin-
ley (2014) created 17 open-ocean biomes using climatologies from four observational datasets: maximum
mixed layer depth, sea-ice extent, chlorophyll-a and sea surface temperature. Specifically, with the inter-
annual variability of these four inputs, they created dynamic biomes boundaries that move annually and a
core biome map whose grid cells do not change biome assignment over the 13 years of the time-varying
biomes. Based on their geographical locations and extent, Gregor et al. (2019) assigned manually the un-
classified regions from the original biomes. Thus, this resulted in six additional regions as shown in Figure
4.3. These additional regions were not classified in the original biomes because the set of thresholds from
Fay and McKinley (2014) did not consider the physical and biogeochemical properties. However, in this
study, I use regionally fixed biome boundaries in a manual attribution, which is somehow similar to super-
vised clustering (Vichi et al., 2011). The resulting regionally fixed biomes are defined for the study region

of interest which is the Southern Ocean south of 40°S.

Clustering choice 2: seasonal cycle reproducibility (SCR)

The second empirical approach used to divide the Southern Ocean into clusters hinges on analysing similar
variability of surface ocean pCO;, both zonally and seasonally. More specifically, this approach leverages
mainly the SCR of the surface ocean pCO,. The SCR is defined as the correlation of a detrended time

series with its own climatology (Thomalla et al., 2011; Gregor et al., 2019). Using 10 years of the 5-day
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Nature Run (NR) SOCAT Simulated Data
NEMO-PISCES (BP12) Observational ship routes Pseudo-observations

Sup-sampling

Southern Ocean clustering:
- FMB: 4 clusters

- MKM: 7 clusters

- SCR: 6 clusters

Data engineering:
- Target: pCO9™

- Predictors: SST, SSS,logo(MLD, Chl_a),sin(time), cos(time)

In-sample scores
(RMSE, MAE, MBE & 1)
Calculated on the training data

Training +
Validation data

Out-of-sample scores
(RMSE, MAE, MBE & 1)

Calculated on the rest of BP12 data,
unseen during the FNN training f FNN optimal model -
Trained with optimal hyper- FNN algorithm
'L parameters from HPT Hyper-parameter tuning
(HPT)

- No. of hidden layers
- Hidden layer size
- Learning rate

- Activation function: ReLu
- Optimizer: adam

ocn 1
pCOZ" reconstruction - Batch size: auto

HPT with K-fold cross-validation (k=5)
+
Bayesian optimization

Reconstruction System — Analyses & Assessment

Figure 4.2: Schematic flow diagram of the implementation of the OSSE framework used in this study. It also shows
various stages which are required in the three two-step approaches to reconstruct the surface ocean pCO, in the South-
ern Ocean. The implementation was done using the Python programming language in addition to some of its key
packages such as scikit-learn and scikit-optimize.

ocean model output, the SCR of the surface ocean pCO; in the Southern Ocean south of 40°S is depicted
in Figure 4.4. To account for a bit of the physical processes controlling the surface mixed layer pCO, due
to the Antarctic Circumpolar Current (which is arguably the mightiest current in the oceans), the SCR map

is separated into two zones based on the polar front (PF although the SCR is calculated grid point by grid
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Figure 4.3: The global ocean biomes or regions as defined by Fay and McKinley (2014) and extended by Gregor et al.
(2019). The thick white lines show the boundaries of the grouped regions (above the colour bar) where: NH stands
for the Northern Hemisphere, SH stands for the Southern Hemisphere, HL is for high latitudes, ST is subtropics, and
EQU stands for equatorial. See Fay and McKinley (2014) for the biome abbreviations below the colour bar.

point. Starting from the southern pole (Figure 4.4), there is the polar zone (PZ) which is the region south of
the PF (Moore et al., 1999; Lovenduski et al., 2008), and the subpolar zone (SPZ) which is defined here as

the region north of the PF.

The SCR of surface ocean pCO; (Figure 4.4) is equivalent to the percentage of the variance explained
(commonly called R-squared or R?) by the mean seasonal cycle of pCO,, which explained how well the
climatological mean seasonal cycle from the 10 years represents the evolution of surface ocean pCO; over
each year (Figure 4.5). In areas of high SCR (R? > 0.85), there is neither intra-seasonal variability nor annual
signals. In areas of medium SCR, the intra-seasonal variability starts emerging, however, in comparison to
the seasonal cycle this variability is smaller in magnitude, while in areas of low SCR the seasonal signal is
absent, and the intra-seasonal variability is larger than the seasonal cycle. Based on these criteria, the SCR
of surface ocean pCQO; is divided into three regions including (1) low-SCR (LSCR) that corresponds to the
range [0.0,0.65); (2) medium-SCR (MSCR) corresponding to [0.65,0.85); and (3) high-SCR (HSCR) that

corresponds to SCR values belonging to the interval [0.85,1.0].

Clustering choice 3: Mini batch K-Means

The mini-batch K-Means (MKM) algorithm is the third clustering approach used to separate the Southern

Ocean into clusters. Derived from the popular machine learning algorithm K-Means, MKM is one of the
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Seasonal cycle reproducibility of pCO,

Figure 4.4: The seasonal cycle reproducibility (SCR) of pCO, calculated using NEMO-PISCES 5-daily outputs of
10 years. This is a much lower temporal resolution (5 days) compared to the one day of BIOPERIANT12 (available
for only one year) used throughout this work. The SCR is defined as the correlation of the detrended pCO, with its
own climatology, whose from definition the calculation requires more than one year data; the larger the correlation,
the stronger the reproducibility of the seasonal cycle (Thomalla et al., 2011). The polar front (PF) is depicted by the
red line.

widely used unsupervised machine learning algorithms for clustering and pattern recognition. In Figure
4.6, the graphics compare the execution time of K-Means (Figure 4.6a) and mini-batch K-Means (Figure
4.6b) approaches. For many decades, K-Means has been one of the most used clustering algorithms, mainly
because of its good time performance (Hartigan and Wong, 1979; Jain, 2010). However, with the recent
increase in sizes and volumes of datasets subjected to analysis, the K-Means approach has been losing its
attractiveness because of its constraint of requiring the entire dataset in memory during the training phase

of the model.

In this MKM clustering method, clusters are created from the configuration of the surface ocean pCO,
and its proxy variables including the sea surface temperature, sea surface salinity, mixed layer depth, and
chlorophyll-a concentration, all from the training dataset or pseudo-observations. Besides using a perfor-
mance metric to select a configuration, an optimal cluster configuration must contain the pCO; variable and
a combination of its proxy variables to ensure that the underlying relationship existing between the surface

ocean pCO, and its proxies (Takahashi et al., 1993) is preserved for the regression step.

Second step: regression modelling of pCO,

In this two-step approach, the second step consists of using a machine learning regression method inside

clusters resulting from the first step of the approach. The named machine learning (ML) model is the feed-
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Figure 4.5: Time series of surface ocean pCO, from 2006 to 2015 (in red) compared to its climatological mean
seasonal cycle (in blue) calculated over the 10 yr for three 1/12°-by-1/12° grid cells corresponding to HSCR or panel
(a) a region of high SCR in relatively low pCO, subpolar zone (SPZ), MSCR or panel (b) a region of medium SCR
in relatively low pCO, SPZ, and panel (c¢) a region of low SCR in high pCO; polar zone (PZ). With all correlations
being statistically significant at a 95% confidence level, the percentage of variance explained by the regression of the
time series (in red) onto the climatological mean seasonal cycle (SC, in blue) is shown as R? in the figure.

forward neural network (FNN) whose algorithm is presented in Section 2.3.2. Details on the regression

modelling of surface ocean pCO, are given in Section 2.4.

Usually, for the ML model development including training and validation, the data are randomly divided
with an appropriate ratio (e.g., 0.8 : 0.2) into a training dataset and a test dataset. However, in this study,
it is not necessary to do so because of the advantage of using observing system simulation experiments
(OSSEs). This advantage is that in the OSSE framework, we have access to the whole study domain data,
which therefore allows a thorough assessment of the model performance on data that have not been involved

in creating the synthetic data used to train the ML model.

The major challenge in ML model development is to overfit the model and then over-interpolate the data.

To further reduce the possibility of overfitting, hyper-parameters of the FNN algorithm are fine-tuned for
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Figure 4.6: K-Means vs Mini Batch K-Means: a schematic illustration of the performance of the two approaches in
terms of their training-phase times. It shows that Mini Batch K-Means clustering outperformed the K-Means cluster-
ing algorithm. Recent studies of the performance of these two methods came to a similar conclusion (Béjar, 2013;
Feizollah et al., 2014; Hicks et al., 2021).

the model to be relatively generalisable; that is, able to interpolate well the data that the model has not
been exposed to during training. Therefore, the hyper-parameter optimization is achieved using a combined
method that consists of Bayesian optimization and K-fold cross-validation for which a subset of the training
data is iteratively left out from the training process for a certain set of hyper-parameters (detail in Section
2.3.7). The hyper-parameters that result in the best score from this optimization process are then used for

the final model fitting with the full training data.

4.3 Results and analysis

4.3.1 Pseudo-observational results

Underway SOCAT ship observations of surface ocean pCO, and proxies, called pseudo-observations, were
sub-sampled from the Nature Run of the OSSE framework (Section 4.2.3) using the underway SOCAT ship
routes described in Section 4.2.2. As results from this SOCAT data sampling simulation in the Southern
Ocean, Figure 4.7 shows the annual mean of these pseudo-observations: surface ocean pCO; (Figure 4.7a)

and its main proxy variables (Figure 4.7b-e).

4.3.2 Southern Ocean clustering results

Figure 4.8 shows the results of the clustering of the Southern Ocean south of 40°S as described in Section

4.2.4.1.

FMB-based clusters

Table 4.1 and Figure 4.8a present the four resulting sub-regions of the study area (i.e., the Southern Ocean
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Figure 4.7: Maps of mean values resulting from using the OSSE Nature Run to back out pseudo-observations from
SOCAT ship routes in the Southern Ocean (south of 40°S): (a) surface ocean pCO,, (b) mixed layer depth (MLD),
(c) sea surface salinity (SSS), (d) chlorophyll-a concentration (Chl-a), and (e) sea surface temperature (SST).

Clusters based on FMB (4) Clusters based on SCR (6) Clusters based on MKM (7)

C-#1 C-#2 C-#3 C-#4 C-#1 C-#2 C-#3 C-#4 C-#5 C-#6 C-#1 C-#2 C-#3 C#4 C-#5 C-#6 C-#7
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Figure 4.8: Maps of the Southern Ocean (south of 40°S) sub-regions. (a) Fay and McKinley (2014)’s biomes (FMB,
see Figure 4.3), panel (b) seasonal cycle reproducibility (SCR) (see Figure 4.4), and (¢) mini-batch K-Means (MKM)
clustering method. The percentage (%) in the colour bar indicates the fractional coverage for each sub-region relative
to the whole region. For the sake of readability, the named sub-regions from the three methods are presented with
sequential numbers (C-#.), and described in Tables 4.1 and 4.2 for FMB and SCR, respectively.

south of 40°S) and the estimates of the fractional coverage (%) of each of these sub-regions relative to the

whole region (colour bar in Figure 4.8a).

The largest FMB-based cluster is the SO SPSS biome with about 40.41%coverage relative to the whole
study area. The common names for these four biomes are equivalent to the sub-Antarctic zone (SAZ) com-
bining the SP STPS and SO STSS biomes, the polar frontal zone (PFZ) for the SO SPSS biome, and the

seasonally ice-covered zone for the SO ICE (Lovenduski et al., 2008).
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Table 4.1: Characteristics of Fay and McKinley (2014)’ biomes that were used for clustering the Southern Ocean
south of 40°S.

Cluster No.  Abbreviation  Description cof;f:;eo?%)
C-#1 SO ICE Southern Ocean Ice 32.02
C-#2 SO SPSS Southern Ocean Subpolar Seasonally Stratified 40.41
C-#3 SO STSS Southern Ocean Subtropical Seasonally Stratified 21.57
C-#4 SO STPS Southern Ocean Subtropical Permanently Stratified 6.0

SCR-based clusters

Using the 2-by-3 level clustering approach based on the seasonal cycle reproducibility (SCR) of the surface
ocean pCO; (described in Section 4.2.4), the Southern Ocean south of 40°S was also divided into six distinct
sub-regions whose characteristics are presented in Table 4.2 and Figure 4.8b. Results show the HSCR was
the largest sub-region in the polar zone (PZ) and the MSCR was the largest sub-region in the subpolar zone

(SPZ) with respectively about 30.65% and 19.56% coverage relative to the whole Southern Ocean.

Table 4.2: Description of the Southern Ocean (40°S) clusters from the seasonal cycle reproducibility (SCR) of the
surface ocean pCO; and the polar front (PF) (Figure 4.3).

Cluster No.  Abbreviation  Description Fraction SCR range
coverage (%)

C-#1 LSCR SPZ Low SCR Subpolar Zone 13.94

[0.0, 0.65)
C-#2 LSCR PZ Low SCR Polar Zone 1.81
C-#3 MSCR SPZ Medium SCR Subpolar Zone 18.56

[0.65, 0.85)
C-#4 MSCR PZ Medium SCR Polar Zone 19.12
C-#5 HSCR SPZ High SCR Subpolar Zone 15.96

[0.85, 1.0]
C-#6 HSCR PZ High SCR Polar Zone 30.65

The percentage of the variance explained by the seasonal cycle of surface ocean pCO, defines how well
the mean climatological seasonal cycle (e.g., from one year) represents the evolution of surface ocean pCO,
over each year. Areas where the seasonal cycle for each year is coherent with the year series (e.g., Figure
4.5a), are defined as having high seasonal cycle reproducibility (SCR > 0.85). Regions where there is large
variability from year to year in the timing and amplitude of the surface ocean pCO, (e.g., Figure 4.5¢), and
only a low percentage of the variance can be explained by the mean seasonal cycle are defined as having low
SCR (SCR < 0.4). Thus, immediately apparent from Figure 4.4 are the sharp gradients between strongly

contrasting regions of high (> 70%) and low (< 30%) seasonal cycle reproducibility.

MKM-based clusters




80 Chapter 4: Clustering-sensitive choices in two-step pCO, reconstructions

Figure 4.9 shows various configurations that were used in the Mini-batch K-Means (MKM) algorithm, the
third clustering method used to create the Southern Ocean clusters. These cluster configurations were as-
sessed using both the Sum of Squared Error (SSE) also known as Inertia (Figure 4.9a) and the Silhouette
score (Figure 4.9b). Both the Silhouette score and the Inertia are assessment metrics used to measure the
goodness of a clustering technique. Overall, the Silhouette score of a cluster is based on the comparison of
its tightness and separation, and shows which objects lie well within the cluster, and which ones are merely

somewhere in between clusters (Rousseeuw, 1987).

The Silhouette score values fall within the range [—1, 1], where for a chosen configuration, a score of 1
means that the clusters are very dense and well separated; a score of 0 means that the clusters are overlapping;
while a negative score means that something is not right with the configuration used or the data involved.
With this criterion, the best clustering configuration including the data variables used (see legends, Figure
4.9) was selected and subsequently, applying the Elbow Criterion to the Inertia graph, an optimal number of
clusters was chosen. This criterion consists of choosing a relatively small number of clusters (K) that still

has lower Inertia, which usually represents where diminishing returns start to happen with increasing K.

As shown in Figure 4.9a, for all the cluster configurations, the Inertia decreased abruptly until K =7 from
which the slopes get much higher. Combining with the Silhouette score (Figure 4.9b), the optimal setting
for K = 7 corresponded to the cluster configuration “abcde”, which resulted from the MKM clustering of
the Southern Ocean using the following data variables (cf. keys in Figure 4.9b): surface ocean pCO,, sea
surface temperature (SST), sea surface salinity (SSS), mixed layer depth (MLD), and chlorophyll-a (Chl-a).
This is a mixed subjective choice because the Silhouette score shows flattening beyond K = 9, however, for
K =9 this would correspond to clusters created without any knowledge of the SSS and Chl-a as this would
correspond to the cluster configuration "abd" while K = 8 would not be an option either as this would mean

clusters without knowledge of the surface ocean pCO,.

Figure 4.8c shows the map of Southern Ocean (40°S) clusters which resulted from using the optimal
configuration "abcde" + (K = 7). These seven resulting clusters were labelled as follows: C-#1, C-#2, C-#3,
C-#4, C-#5, C-#6, and C-#7, where estimates of their fraction coverage (Figure 4.8c) relative to the whole
Southern Ocean south of 40°S are indicated in percentage (%). Each of these clusters reflects an area where
some underlying physical and/or biogeochemical relationship exists between the surface ocean pCO,, SST,
SSS, MLD, and Chl-a. The two largest clusters are C-#6 and C-#1 with the fraction coverages estimated at
37.43% and 22.51%, respectively; while the two smallest clusters are C-#4 and C-#2, which respectively
cover 1.01% and 6.12% of the whole study domain (Figure 4.8c).
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Figure 4.9: Mini-batch K-Means (MKM) clustering evaluation and selection of the optimal clusters. Here, (a) is the
plot of the Sum of Squared Error (SSE) or the sum of the squared distance between each member of the cluster and
its centroid against the number of clusters (K), and (b) is the plot of the Silhouette scores. The legend in (a) must be
read together with that of (b).

4.3.3 Performance analysis

The main advantage of coupling observing system simulation experiments (OSSEs) and machine learning is
that both in- and out-of-sample scores can be estimated. The in-sample score is calculated from the synthetic
training data points, which result from the SOCAT-ship pseudo-observations; while the out-of-sample error
is calculated from the entire predicted domain data (Gregor et al., 2017). The out-of-sample score gives a
better representation of the true error of the method. Both types of scores serve to provide more insights
regarding the goodness of fit or prediction of the underlying empirical regression method. Based on the
underway SOCAT ship observations (2020 release) in the Southern Ocean south of 40°S, the sampled grid
cells represent only 60% of the whole region. Data corresponding to this 60% are thus used for in-sampling
scores or goodness of fit (an indicator of the performance of regression models on training data) while data
from the remaining 40% grid cells, where ships have not yet reached, are used to calculate the out-of-sample
scores. The root mean squared error (RMSE) is considered here as the main metric for analysis of methods’

performance. Results from various OSSE runs are presented in the following sections.

Model validation diagnostics: error analysis

The training errors are diagnosed here to better understand and assess how well, during the development
of the underlying machine learning model, each mapping approach did across the two OSSE scenarios.
The goodness of fit was then evaluated by the training of FMB, MKM and SCR learning models with the
pseudo-observations, which resulted from backing out synthetic SOCAT data from the Nature Run field.
For each of the two OSSE scenarios including SOCAT-only and SOCAT + WGM (Section 4.2.2), I present
here the results from the analysis of the method performance on the training dataset. In Figure 4.10, the top

row illustrates the validation diagnostics for the machine learning models trained with synthetic data from
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the SOCAT-only scenario, while the bottom row shows the diagnostics when these ML models were trained

with synthetic data from the SOCAT + WGM scenario.
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Figure 4.10: Diagnostic training plots (predicted vs. pseudo-observed) for the two experimental regimes. pCO;. The
top row corresponds to the SOCAT-only regime and the bottom row is the SOCAT + Winter Gap Mitigation (WGM)
regime. The first, second, and third columns respectively show the diagnostics of FMB-FNN, MKM-FNN, and SCR-
FNN methods trained with synthetic from the two regimes.

Figures 4.10a-c show the scatter plots of the surface ocean pCO, estimates against the ground truth for
all three gap-filling approaches (Section 4.2.4). In these figures, the grey line represents what the perfect
regression line would look like so that the closer the points are to this line, the more accurate the method is.
The FMB learning method yielded the best correlation (r = 0.75), the SCR fell behind (» = 0.70), and the
MKM performed the worst (r = 0.52) despite having the lowest bias (0.01 yatm). Compared to the variation
of pCO, pseudo-observations, all the biases are relatively small, and their uncertainties characterized here
by the root mean squared errors (RMSEs) are on the same order of magnitude for all three approaches. For
the SOCAT + WGM scenario (Section 4.2.2), Figures 4.10d-f show the training diagnostics for all three gap-
filling methods. It can be seen that the three methods performed almost equally on the training dataset with
a minor difference in the estimates of their RMSE scores (Figures 4.10d-f). Considering the bias estimates,

it can be remarked that it is instead slightly higher in the SCR learning method.

Out-of-sample scores

In more than 90% of supervised machine learning applications, models are intended to make predictions
or reconstructions as in the case of this study. An optimal model resulting from training and validation is
expected to perform "well" not only on the training dataset but also on unseen data in order to be generaliz-

able. As mentioned early, in the context of OSSEs, the key advantage was that out-of-sample scores could
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be calculated as the whole domain model data were accessible through Nature Run (Section 4.2.3). These
out-of-sample scores allowed us to confidently evaluate and compare as follows the clustering choice from
the perspective of the two OSSE scenarios and are summarized in Table 4.3. More specifically, this table
shows the Southern Ocean and regional breakdown of out-of-sample scores measuring the performance of
reproduction of surface ocean pCO; in both SOCAT-only SOCAT + WGM scenarios using the OSSE system
as presented by the flow diagram (Figure 4.6).

Table 4.3: A summary of various out-of-sample scores or performance metrics (MBE or Bias, MAE, RMSE, and
r). The RMSE scores for empirical estimates of pCOgCn are calculated for the Southern Ocean (SO) and then all the
zonal regions (described in Section 2.5 and defined by Lovenduski et al. (2008)) while the bias or mean bias error and
Pearson’s correlation are computed for the whole SO, using the various clustering approaches. Values in the table are
significantly different from the mean for the column and clustering method, with a p-value (p)< 0.05 for the two-tailed
Z test.

OSSE sarppling Mapping approach Root mean squared error (patm) Bias MAE .
scenaios SO SAZ PEZ Az (natm)  (uatm)
FBM-FNN 993 13.12 6.50 7.90 3.53 6.69 0.69
SOCAT-only MKM-FNN 12.01 12.82 1049 1193 1.22 83 054
SCR-FNN 10.85 10.10 1144 11.27 4.74 7.66 0.70
FBM-FNN 5.97 6.71 5.42 5.31 0.40 429 0.84
SOCAT + WGM ~ MKM-FNN 5.98 6.21 5.36 5.61 0.13 431 087
SCR-FNN 5.83 6.03 5.16 5.52 0.09 4.18 0.88
The SOCAT-only scenario

Let us recall that in the SOCAT-only regime or scenario, synthetic SOCAT observations are biased towards
summer like in their real-world counterpart (Bakker et al., 2016). Focusing on the mapping error RMSE,
Table 4.3 shows that FMB-FNN performs better in the SO than the other two mapping methods. The SCR-
FNN mapping approach yields the best Pearson’s correlation (0.70) in the Southern Ocean (Table 4.3) by a

small margin when considering the two other approaches.

Now, let us look at these mapping errors in more detail across regions. In the SAZ, SCR-FNN achieves an
RMSE of 10.1 patm, thus, outperforming MKM-FNN and FMB-FNN which individually achieves higher
RMSE scores of 12.82 patm and 13.12 patm, respectively. This is also reflected in the mean bias error
(MBE) estimates (Table 4.3). However, in the PFZ and AZ, the analysis gives the same conclusion as for
the Southern Ocean as a whole. In these two regions, the FMB-FNN approach outperforms the MKM-FNN
and SCR-FNN by relatively large margins (when considering the RMSE score) estimated respectively at

4.1 patm and 4.94 patm in the PFZ, and respectively at 4.03 patm and 3.37 patm in the AZ.

The top rows of Figures 4.11 and 4.12 present the maps of the reconstruction biases and RMSEs, re-
spectively. It can be seen in Figure 4.11a-c that the spatial distribution of the bias is very heterogeneous

throughout the Southern Ocean as a whole regardless of the methods. Similar remarks are made regarding
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the spatial distribution of RMSEs in Figure 4.12a-c. This heterogeneity is likely due to the clustering step
which may be acting differently on the matching between pCO; and proxies across various clusters. Region-
ally, the annual mean of surface ocean pCO, from FMB-FNN, MKM-FNN, and SCR-FNN can be biased
high or low by more than 10 patm (Figure 4.11a-c). However, these patches average out in some parts of the
sub-Antarctic zone (SAZ), polar frontal zone (PFZ) and Antarctic zone (AZ) in such a way that the mean
bias error becomes smaller than 5 patm. Biases are larger in the SAZ, especially in the Pacific Ocean sector

where ship-based observations are less dense, and in some local areas of the AZ as shown in Figure 4.11a-c.

FMB

SOCAT only

SOCAT + WGM

-20 -15 -10 -5 0 5 10 15 20
Mean bias error [pCO$%t — pCO5P12] (patm)

Figure 4.11: Maps of mean bias errors (MBEs) of pCO; in both SOCAT-only and SOCAT + WGM experiments.
The top row shows the MBE maps of FMB-FNN, MKM-FNN and SCR-FNN trained with synthetic SOCAT data only
while the bottom row corresponds to the MBE maps of these three methods trained with synthetic SOCAT data plus
pseudo-observations from one winter cruise on SOCAT-ship lines.

Figure 4.12a-c shows regionally significant regional variability of the RMSE scores, which can be larger,
especially in some poorly sampled regions such as the Pacific Ocean sector of the SAZ. In this SOCAT-only
scenario, however, this RMSE regional variability is also method-dependent. For example, the FMB-FNN
and MKM-FNN approaches seem to have larger RMSEs in the Pacific Ocean sector than any other areas
of the Southern Ocean (Figure 4.12a-b) while the SCR-FNN approach shows larger RMSEs in the Atlantic

Ocean sector (Figure 4.12c).

The SOCAT + WGM scenario

Figures 4.11d-f and 4.12d-f show the spatial distribution of the mean bias errors (MBEs) and the root mean
squared errors (RMSEs) of these mapping methods, while the overall regional performances are summarized

in Table 4.3. By supplementing the synthetic SOCAT-only observations with pseudo-winter (SOCAT +
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Figure 4.12: Uncertainty maps in terms of root mean squared errors (RMSEs) of pCO; reconstructions in both
SOCAT-only and SOCAT + WGM experiments. The top row shows the MBE maps of FMB-FNN, MKM-FNN and
SCR-FNN trained with synthetic SOCAT data only while the bottom row corresponds to the MBE maps of these
three methods trained with synthetic SOCAT data plus pseudo-observations from synthetic winter measurements on
SOCAT-ship lines.

WGM, Section 4.2.2) in the Southern Ocean, we explored the potential impact that the winter gap in SOCAT
data has on surface ocean pCO, estimates in the region. Except for the FNN-based methods (Table 4.3), the
out-of-sample scores indicate significant improvements across all the Southern Ocean regions, especially in
the sub-Antarctic zone (SAZ) of the Pacific Ocean sector, which recorded much lower RMSE scores (Figure

4.12d-f) than in the SOCAT-only scenario (Figure 4.12a-c).

Overall, for both OSSE regimes SOCAT-only and SOCAT + WGM, the performance of each of the three
mapping methods depends on Southern Ocean regions (cf. Table 4.3). This suggests that each region con-
tributes spatially differently to the performance of each method in the whole Southern Ocean. For example,
the FMB learning method outperforms when considering the SOCAT-only regime while the SCR learning

method outperforms when considering the SOCAT + WGM scenario.

4.3.4 Ensemble average results

Individually, in our previous analyses, the mapping methods demonstrated in each of the OSSE runs their
strengths and weaknesses when reproducing the surface ocean pCO; in the Southern Ocean south of 40°S.
Regional performance analysis led to slightly different conclusions across various clustering-based methods
(cf. Table 4.3). While the FMB-FNN approach seemed to outperform MKM-FNN and SCR-FNN in the
SOCAT-only scenario, it is the SCR-FNN approach that outstood in the SOCAT + WGM scenario as shown
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in Table 4.3. Therefore, it becomes difficult to tell which one of the three approaches superior to evaluate
the two OSSE scenarios. One possible option is to consider a three-member ensemble average technique
which consists of taking the average of the pCO, estimates from the three clustering-based methods. In such
a situation, the ensemble average estimates have been proven to be more effective than using estimates from

individual methods (Gregor et al., 2019).

Table 4.4 shows the results of the ensemble average (ENS) estimates. These results show better perfor-
mance metrics in both OSSE scenarios compared to the individual approaches (cf. Table 4.3). According
to all the evaluation metrics RMSE, MAE, Bias and r, the reconstruction uncertainties and biases from the
ENS show important improvements either in the SOCAT-only scenario where the observational gaps are the
largest in winter or in the new observing scenario SOCAT + WGM where winter gaps are mitigated. In other
words, either in the whole Southern Ocean or regionally, the pCO, reconstruction significantly improved in
the SOCAT + WGM scenario compared to the SOCAT-only scenario by relatively large margin estimates
of, for example, 3.19 patm (RMSE), 3.08 patm (Bias), 2.2 patm (MAE), and 0.12(r), when considering the
Southern Ocean (Table 4.4).

Table 4.4: Performance metrics (MBE or Bias, MAE, RMSE, and r) for the ensemble average (ENS) of pCO?Cn
estimates resulting from the FMB-FNN, MKM-FNN, and SCR-FNN approaches for both SOCAT-only and SOCAT
+ WGM scenarios. Any other characteristics of this table are smilarly presented in Table 4.3’s caption.

OSSE sampling Bias MAE RMSE

scenaios Region (uatm)  (patm)  (patm) 4
SO 3.23 6.25 8.72 0.73
SAZ 5.12 7.71 10.87 0.61
SOCAT-only
PFZ 2.69 5.69 7.79  0.59
AZ 2.33 5.35 712 0.79
SO 0.15 4.05 5.53 0.85
SAZ 0.59 4.03 5.80 0.82
SOCAT + WGM
PFZ 0.43 3.65 5.06 0.78
AZ 0.26 3.97 5.15 0.86

The mean bias error (MBE) maps resulting from the ENS estimates (Figure 4.13a, c) show that there
have been significant improvements in the SOCAT-only and SOCAT + WGM scenarios compared to the
individual methods (Figures 4.11). For example, the ENS estimates significantly improve the MBEs in the
Pacific Ocean sector of the SAZ (cf., Figure 4.11), while the RMSEs remain similar (cf. Figure 4.12). The
MBE and RMSE combined with the correlation indicate the degree to which the matching of estimates and
ground truth is consistent across Southern Ocean regions (Table 4.4; Figure 4.13). The spatial coincidence
of low MBEs (Figure 4.13a, c¢) and low RMSEs (Figure 4.13b, d) combined with high correlations (Table

4.4) indicates that the pCO, reconstruction performs well across all conditions represented by this specific
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Nature Run.
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Figure 4.13: The Southern Ocean (south 40°S) maps of the mean bias errors (first column) and root mean squared
errors (second column) of ensemble average pCO, estimates. The top row corresponds to the SOCAT-only scenario
while the bottom row corresponds to the SOCAT + WGM scenario.

In summary, higher Pearson correlations with lower RSME scores (cf. Table 4.4) indicate that the SO-
CAT + WGM scenario improves the pCO, reconstruction uncertainties in the entire Southern Ocean and its
regions compared to the SOCAT-only scenario as expected. However, how much uncertainty improvement
got achieved from SOCAT-only to SOCAT + WGM? To answer this question, a quantification of pCO, map-
ping improvements due to the addition of winter data in the Southern Ocean was achieved with the estimated
percentage change of the RMSE scores. For an initial RMSE; score (from SOCAT-only) and a final RMSE ¢

score (from SOCAT + WGM), this measure is calculated as follows:

RMSE; — RMSE;

1 431
RMSE, <100 (4.3.1)

%Change =

A distinguishing characteristic of %Change is that its calculation does not account for context; that is, the
assumptions underlying the experimental setting. A positive value will imply a percentage increase while a

negative will mean a percentage decrease. The results of this analysis are summarized in Table 4.5.
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Table 4.5: A summary of the percentage change of the RMSE scores from SOCAT-only to SOCAT + WGM

%Change (in %)
Mapping approach
SO SAZ PFZ AZ
FBM-FNN -39.85 -48.86 -16.52 -32.81
SCR-FNN -46.27  -40.26  -54.92  -50.97
MKM-FNN -50.24 -51.6 4893  -53.02
ENS -36.59  -46.69 -35.04 -27.59

Table 4.5 shows that all the percentage change calculations resulted in negative values, meaning that
they all characterize a percentage decrease in RMSE scores from the SOCAT-only scenario to SOCAT +
WGM. These results show that regardless of the mapping approaches used, the RMSE scores get improved
significantly in the whole Southern Ocean and regionally when adding winter data to the summer-biased
underway SOCAT ship observations. Regionally, for example, the largest improvement is recorded in the

SAZ when using the ENS mapping approach (46.69%).

4.3.5 The reconstructed pCO; seasonal cycle

Besides analysing the mapping errors of the two OSSE sampling scenarios SOCAT-only and SOCAT +
WGM to evaluate the impacts of clustering-based methods and investigate the sampling biases, the mean
amplitude seasonal cycle estimates were also analysed (hereinafter referred to as "anomalies"). As the dom-
inant mode of variability in the Southern Ocean, the seasonal cycle has often been used on many occasions
as a diagnostic framework to assess performance (Mongwe et al., 2018; Gregor et al., 2018; Gloege et al.,
2021). Here, diagnosing the anomalies of the mean seasonal cycle estimates (Figure 4.14) allows us to fur-
ther evaluate the impact of the seasonal sampling biases, particularly in winter, on the reconstructed pCO,

across methods and Southern Ocean regions.

In the SOCAT-only scenario, all the methods highlighted that there is a significant winter bias on pCO,
mean seasonal cycle estimates (Figure 4.14a-d). However, the influence of this winter bias slightly differs
between mapping methods and regions. For example, except in the polar frontal zone (PFZ) where the FMB-
FNN approach resolved almost all the seasonal biases (Figure 4.14c), larger seasonal cycle (SC) anomalies
of pCO, were observed in the Southern Ocean, the sub-Antarctic zone (SAZ), the Antarctic zone (AZ) as
shown in Figure 4.14a, b, and d, respectively. SC anomalies larger than 20 patm were observed in the SAZ
for the FMB-FNN and MKM-FNN approaches (Figure 4.14 This is likely due to lower observation-density

areas such as the Pacific Ocean sector (Figure 4.1).

Considering the second OSSE sampling scenario, SOCAT + WGM, the SC anomalies of reconstructed

pCO, show almost no signs of seasonal sampling biases regardless of the gap-filling approach used (Figure
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Figure 4.14: Anomalies of the mean seasonal cycle (SC) of the reconstructed pCO; using FMB-FNN, MKM-FNN,
SCR-FNN, and ENS AVG. The top row, panels (a), (b), (¢) and (d), shows the zonal mean SC anomalies corresponding
to the SOCAT-only scenario experiments while the bottom row, panels (e), (f), (g) and (h), shows the zonal mean SC
anomalies corresponding to the SOCAT + OWC scenario experiments. The red dashed line corresponds to the zero
line. Abbreviations in the figure legend correspond to SO = Southern Ocean; SAZ = sub-Antarctic zone; PFZ = polar
frontal zone; and AZ = Antarctic zone.

4.14e-h). Overall, in this scenario, all the mapping approaches performed equally well in reproducing the

seasonal variability of the surface ocean pCO, across the Southern Ocean and its regions.

4.3.6 The reconstructed meridional gradients of pCO,

The influence of the seasonal sampling biases in the Southern Ocean extends to the meridional gradients of
surface ocean pCQO; in the region, whose estimates can be used as an evaluation metric of the two OSSE
scenarios and the seasonal sampling biases. High-latitude regions (e.g.: south of 60°S, see Figure 4.15) such
as the north of the AZ and south of the PFZ are known to be areas of intense winter out-gassing of carbon
modulated by the upwelling of Circumpolar Deep Waters (CDWSs). However, it can be seen in Figure 4.15
that in both SOCAT-only and SOCAT + WGM scenarios, this process got weakened in summer and reversed
(around 60°S) during the seasonal poleward evolution of summer productivity. This is likely associated with
the retreat of the marginal ice zone because the meridional variation of the surface ocean pCO; results from

its effect on the sea surface temperature (SST), and hence the CO; solubility (Wu et al., 2019).

The upwelling phenomenon, whose global significance has previously been overlooked (Wu et al., 2019),
is very crucial in shaping the spatial distribution of the surface ocean pCO, in the Southern Ocean. Given
the seasonal and meridional changes of this process in the region (DeVries et al., 2017), it was important to
look at the influence of winter sampling gaps on meridional gradients of surface ocean pCO,. Compared to
SOCAT-only, the SOCAT + WGM scenario significantly improves estimates of the meridional gradient of

pCO», particularly in mid-latitude areas as shown in Figure 4.15a-b. The canonical seasonal cycle of pCO,
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Figure 4.15: Meridional gradient of the surface ocean pCO, from ensemble average (ENS) estimates, where the
solid curves depict the reconstructed means in Winter (in blue), Summer (in red) and mean annual (in black), while
the dashed curves depict their respective actual means calculated from the Nature Run pCO,. Panels (a) and (b)
correspond to the two experimental sampling scenarios: SOCAT-only and SOCAT + WGM. Abbreviations in the
figure legend correspond to NR = Nature Run; DJA = December January February; and JJA = June July August.

in the Southern Ocean is mainly governed by the seasonal cycle of SST (Takahashi et al., 2009; Landschiitzer
et al., 2015; Gruber et al., 2019). This governance is something observations and data products and also
SST-driven ocean models such as BIOPERIANT12 (Section 2.1) strongly agree on in the Southern Ocean
(Figure 3.2), particularly in mid- and high-latitude areas also called upwelling areas (DeVries et al., 2017;
Mongwe et al., 2018; Hauck et al., 2020).

4.4 Discussions

Alone, the Southern Ocean is thought to account for a significant portion of the contemporary ocean uptake
of anthropogenic CO, emissions (Landschiitzer et al., 2015; Friedlingstein et al., 2021), but air-sea CO,
flux estimates in this region are uncertain mainly due to surface ocean pCO; estimates which are based on
scarce and sparse observations that are strongly biased toward summer (Gray et al., 2018; Bushinsky et al.,
2019). The discussion below interprets the results presented above based on the two observational system

scenarios: SOCAT-only and SOCAT + WGM, detailed in Section 4.2.2.

4.4.1 Simulated SOCAT in-situ observations in OSSE

The density of observations from underway SOCAT ships is not temporally and spatially homogenous in the
Southern Ocean (Figure 4.1). However, in practice, such sampling limitations and biases in the region influ-
ence important variability features such as the seasonal cycle which can be resolved synthetically through
data simulation when running OSSEs. On the other hand, when using surface ocean CO, measurements
from the SOCAT database, it is important to be aware that these in-situ observations from underway ships are
not collected at the ocean surface (Gregor et al., 2019). For example, the in-situ temperatures that coincide

with CO, data in the SOCAT database are thus different from the sea surface temperature (SST) products
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that are used to estimate the surface ocean pCO, and then calculate air-sea CO, fluxes (Bakker et al., 2016;
Goddijn-Murphy et al., 2015). The inconsistency in in-situ and remotely sensed temperature results in a
theoretical difference between pCO, measured at the ship intake depth and the surface due to warming and
cooling (Takahashi et al., 2009). For years now, this ocean-surface biasedness in in-situ observations has

been a topic of major consideration in the marine CO, observations community.

Due to the use of synthetic observations in OSSEs, such a temperature correction does not need to be
applied, which is an advantage this study has. However, with real-world observations, the potential impacts
of this discrepancy cannot be neglected (Gregor et al., 2019). Therefore, one important caveat to be consid-
ered in this study is that the ocean-surface biasedness of SOCAT in-situ observations is corrected during the
data simulation and assimilation stages on the Nature Run. On the other hand, in the Southern Ocean, the
Coupled Model Intercomparison Project version 5 (CMIP5) Earth system models used in climate predic-
tions disagree on the phasing of the seasonal cycle of the surface ocean pCO; (Lenton et al., 2013; Mongwe
etal., 2018). Nicholson et al. (2016) and Monteiro et al. (2015) argued that this poor representation of pCO,
stemmed from the failure to resolve sub-mesoscale or fine-scale processes due to the coarse resolutions of

the models.

The Nature Run in the OSSE system of this study is the outputs of a mesoscale-resolving ocean model
(cf. Section 4.2.3), which likely is one of the possible best representations of the processes of interest in
this study although it remains uncertain whether they are properly captured by the BIOPERIANT12 ocean
model configuration (Section 2.1). Either way, this justifies the use of this ocean model output in the OSSEs
to evaluate clustering-based methods and investigate the implications of winter sampling gaps (existing in
in-situ observations from underway SOCAT ships) on pCO, reconstruction in the whole Southern Ocean.
As amodel resolving the sub-grid scale dynamics in the Southern Ocean, the BIOPERIANT12 ocean model
is assumed to represent the scales of variability of interest. However, the implications of the imperfection
of BIOPERIANT12 in terms of not getting the phasing of the seasonal cycle of pCO, suggested by existing

reconstructions (Figure 3.2), remains unknown.

4.4.2 Necessity of clustering-regression in the Southern Ocean

Due to the dynamic of the surface ocean pCO, in the Southern Ocean, which is regionally complex with
a seasonal cycle largely influenced by the variability of the sea surface temperature and other processes
(Takahashi et al., 2009), clustering choice of the Southern Ocean is essential in order to improve modelling of
CO; in the region. Particularly, combining this clustering with regression methods such as the feed-forward
neural network (FNN) provides us with a more dynamic and regional understanding of ocean productivity,
which is more based on underlying physical and biogeochemical drivers rather than only climatological

values (Thomalla et al., 2011; Fay and McKinley, 2014; Gregor and Gruber, 2021). The characterization of
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Fay and McKinley (2014) biomes (Figure 4.8a) considered these physical and biogeochemical drivers for the
surface ocean pCO; as well as the creation of mini-batch K-Means clusters (Figure 4.8c). The seasonal cycle
by being the dominant mode of variability in the Southern Ocean (Mongwe et al., 2018), knowledge of the
seasonal variability is also necessarily relevant to clustering of the domain before applying any regression

methods.

The seasonal cycle reproducibility (SCR) of pCO, allowed the creation of three main seasonal regions
based on the intensity of the SCR: lower, medium and higher (Figure 4.8b). The response of the surface ocean
pCO; to the underlying physics and biogeochemistry of different seasonal regions resulted in an additional
classification of the zonal regions based on the existence of intra-seasonal variability, and seasonal or annual
signals. This zonal and seasonal regionalisation (Figure 4.8b) contributes toward a better understanding of
the differences that the clustering step makes. It improves the estimates of the Southern Ocean’s sensitivity
to climate forcing and potentially allows a more robust analysis of the effects of long-term climate trends

(Thomalla et al., 2011).

Furthermore, using the mini-batch K-Means clustering method with various feature combinations and the
number of clusters as shown in Figure 4.9 resulted from testing a range of 3 to 25 clusters. This process lever-
aged two clustering metrics (Silhouette score and Inertia or sum of squared distances/errors) (Rousseeuw,
1987) to measure the performance of each clustering configuration (Figure 3.8), instead of using the test
score of the regressions in the next step like in Gregor et al. (2019). An advantage of doing this was to help
maintain a better balance between the size of a cluster and the data density (cf Figure 4.8c). Using the test
score of the regression step as a more complete indicator of performance (Gregor et al., 2019) might have

introduced a representational bias if clusters were imbalanced.

Moreover, it is practically very difficult to train regression machine-learning models on high-resolution
ocean model data in a large domain such as the whole Southern Ocean without clustering first the domain.
This was less difficult in Chapter 3 because a small sub-domain of the Southern Ocean was used instead
(Section 4.2.3), hence the clustering step was not necessary. Therefore, this study on such high-resolution
ocean model data in the whole Southern Ocean is a novelty. From a viewpoint of required computing power,
for example, training the FNN regression algorithm on these high-resolution data points in separate clusters
is not only far much faster than running it in the entire Southern Ocean but also demands CPU and GPU
processing powers that the Centre of High-Performance Computing (CHPC) was able to provide us from
their computing facilities. With such facilities, running an OSSE test for each one of the three clustering-
regression approaches (Section 4.2.3) took about 96 hours (4 days), which resulted in about 12 days for all

17 FNN regression models from all the clusters.
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4.4.3 Differences in methods and their impacts

A succinct performance analysis of different clustering methods, particularly their out-of-sample scores (cf.
Section 4.3.3), shows that they provide uniquely different outcomes (Table 4.3). While evaluating them
through the SOCAT-only and SOCAT + WGM scenarios, findings reveal how much spatial and temporal
limitations in in-situ pCO, observations influence the mapping outcomes of the surface ocean pCO?2 in the
Southern Ocean. Therefore, differences in results of FMB, MKM, and SCR methods stem from how each
one handles data-limitation challenges in space and time in the whole Southern Ocean and regionally. Out of
the 17 clusters generated for this study (Section 4.3.2), 4 clusters corresponded to FMB, 6 to SCR, and 7 to
MKM. While the same FNN regression algorithm was applied separately across all 17 clusters, the training
and validation resulted in 17 different FNN models. They all differed from each other with their underlying
optimal architectures, particularly with the number of hidden layers, and the number of neurons/nodes in

each hidden layer.

In general, empirical methods involved in the estimation of the surface ocean pCO; are not yet very suit-
able for making predictions in time (Rodenbeck et al., 2015; Keppler and Landschiitzer, 2019). According
to the authors, these methods are just gap-filling approaches, therefore, are best suitable for interpolations in
the study domain. However, one of the advantages of using this OSSE framework (Section 4.2.3) is that all
data from the observing system simulation are allocated to the training and validation of the FNN regression
algorithm (in the tow-step gap-filling methods) while the rest of the data from Nature Run, unseen during the
training and validation, are used to thoroughly test the reconstruction skills of the resulting optimal models

and compare them (Table 4.3).

4.4.4 Quest for a robust pCQO, estimation

By the term "robust”, I mean something that is in good condition, close to perfect with lower bias. Thus,
having robust estimates in empirical modelling increases the confidence level in various findings. A few
recent studies applied novel statistical and machine learning (ML) techniques to obtain robust estimates of
ocean carbon sink from pCO; estimates using in-situ surface ocean CO, observations (Landschiitzer et al.,
2014; Gregor et al., 2019; Denvil-Sommer et al., 2019; Gregor and Gruber, 2021). From the necessity of
clustering-regression approaches to the differences in these approaches with their impacts on the modelling
outcomes in the Southern Ocean, the discussion is now on the adoption of the ensemble-average approach

as a robust solution to the quest in the presence of multiple expert methods.

From applying the ensemble-average approach which incorporated the MKM, SCR and FMB learning
outcomes into an ensemble average for the final estimation of surface ocean pCO,, it was found that the

ensemble-average estimates were more robust than results from individual methods in the whole Southern
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Ocean and across regions (cf. Tables 4.3 and 4.4). In other words, the overall performance of the ensemble
average is improved, which provides robust estimates of surface ocean pCO,, although computing an ensem-
ble might likely weaken the geographical meaning of the ensemble domains or clusters. The robustness of
the ensemble-average estimates here implies significant improvements in the mapping performances, which
results in better reconstructions of surface ocean pCO; than using the individual methods. However, this
might also be due to the reduced aliasing in the clustering process that constitutes the first step in each of
these mapping approaches, especially with the SCR learning approach. Introducing a clustering technique
based on the seasonal cycle reproducibility (SCR) of surface ocean pCO, in the Southern Ocean is a nov-
elty on its own compared to Gregor et al. (2019) and Denvil-Sommer et al. (2021) who mainly focused on
Fay and McKinley (2014) biomes which do not account the seasonal cycle. On the other hand, the existing
relationships between the surface ocean pCO, and proxy variables likely improve in clusters because of the

data-size increase, especially during winter in the SOCAT + WGM scenario.

Furthermore, Gregor et al. (2019) reported the convergence of pCO, reconstructions scores to a common
threshold and spoke of "hitting the wall" in terms of improving pCO, reconstruction uncertainties and biases.
In their study, the authors made use of mini-batch K-Means and (Fay and McKinley, 2014) approach for
clustering their study domain. Based on our findings, however, including in the ensemble clustering method
such as the SCR of surface ocean pCO, would likely get us beyond the "wall" in the real world where
learning models is achieved using a finite set of training datasets, which makes the learning an ill-posed
problem. The purpose of ensemble learning is thus to construct learners and combine them in an intelligent
way to obtain an overall robust model. In this study, results suggest that ensemble learning results are robust
and more accurate than results from any of the single clustering methods in the ensemble. Therefore, this

increases confidence in the study findings in the Southern Ocean.

4.4.5 Influence of winter sampling biases

Underway SOCAT ship measurements of surface ocean CO; are essential to global and regional mappings of
the surface ocean pCO, using machine learning algorithms (Hauck et al., 2020). However, these underway
SOCAT ship measurements in the Southern Ocean are very scarce and far much denser in summer than in
winter (cf. Figure 4.1), therefore, introducing seasonal biases in observations (Gray et al., 2018). In this

section, the discussion mainly makes use of the ensemble results.

Using the seasonal cycle anomaly (Figure 4.14) as a mode to diagnose the impacts of seasonal sampling
biases in the reconstructed pCO,, contrasting regional biases and uncertainties were found in surface ocean
pCO; estimates in the whole Southern Ocean and regionally. In the SOCAT-only scenario, these regional
contrasts are particularly evident in the sub-Antarctic zone (SAZ) (cf. Figure 4.14a-c) which is largely

influenced by winter biases in the Pacific Ocean sector (cf. Figure 4.13a). In addition, this may also be
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modulated by the biological carbon pump in the SAZ (Thomalla et al., 2011) and the seasonal cycle of the
sea surface temperature (Takahashi et al., 2009) which are seasonally intensified during summer (Mongwe

et al., 2018).

Overall, the SAZ is by far the largest contributor to mapping errors for all methods and across regions
(Tables 4.3 and 4.4), with ENS achieving an RMSE score of 10.87 patm in the SOCAT-only scenario and
5.80 patm in the SOCAT + WGM scenario (Table 4.4), therefore, capturing the high variability of the sea-
sonal cycle in the region (Figure 4.14d-f) as also reported by Bushinsky et al. (2019). The observance of
these larger errors in the SAZ relative to PFZ and AZ may result from a combination of two factors: (1) the
variability of surface ocean pCO, is largest in this zonal region with short spatial and temporal decorrelation
length-scales, especially in the Pacific Ocean sector (Gregor et al., 2018); (2) the available proxy variables
may not adequately represent the physical and biogeochemical processes in the region (Gregor et al., 2017).
On the other hand, the anomalies of the mean seasonal cycle of pCO; in the Southern Ocean as a whole may
be dominated by those of the PFZ in the SOCAT-only scenario and the AZ in the SOCAT + WGM scenario
(Figure 4.14).

Furthermore, assuming the feasibility of winter gap mitigation along underway SOCAT ship tracks from
summer scheduled voyages led us to the SOCAT + WGM scenario which attempted to resolve the winter
sampling biases. Results suggested that this would contribute to reducing uncertainties and biases in con-
temporary pCO; reconstructions of at least 36.59% for the whole Southern Ocean. With the largest regional
improvement in the SAZ (46.69%), this finding is also confirmed by the regional anomalies of the mean sea-
sonal cycle (cf. Figure 4.14d-f) for which the mitigation of the winter sampling bias would reduce the mean
SC anomalies to 2.5 patm. Observation-based reconstructions of the mean state of surface ocean pCO,
are thus very sensitive to resolving the seasonal variability. Based on this finding, a poorly constrained sea-
sonal variability in in-situ observations may be contributing to existing differences and uncertainties in data

products in the Southern Ocean (Hauck et al., 2020; Friedlingstein et al., 2021).

Therefore, the lack of observations covering the full seasonal cycle in the Southern Ocean challenges
gap-filling methods, which will result in noisy reconstructions of surface ocean pCO, and disagreements
between different methods. This finding is supported by many studies such as Rodenbeck et al. (2015) and
Gregoretal. (2017). The importance of improving winter observations is in part related to the quality of prior
information about the seasonal cycle of surface ocean pCO,, which is likely worse in the Southern Ocean
compared to most other ocean regions. Bushinsky et al. (2019) also came to a similar conclusion while
conducting a reassessment of air-sea CO; flux estimates in the Southern Ocean with additional profiling float
observations. The authors also tested the influence of including measurements at the times and locations of

SOCCOM float observations.
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4.4.6 SOCAT-only vs SOCAT + WGM

Recalling that to address this problem the study considered two simulation scenarios SOCAT-only and SO-
CAT + WGM, now the question is how do these two scenarios compare to each other in terms of improving
the out-of-sample RMSE scores of the clustering methods? In other words, how do seasonal sampling gaps
in the Southern Ocean (Bakker et al., 2016; Bushinsky et al., 2019) affect observation-based reconstructions
of surface ocean pCO; in the region? In Figure 4.16, I make a graphical representation of RMSE scores in
Table 4.3 to facilitate the discussion.

Region = SO Region = SAZ Region = PFZ Region = AZ

Methods
FMB
MKM
SCR

ENS AVG

root mean square error (patm)

04 i i i
SOCAT-only ~ SOCAT + WGM SOCAT-only ~ SOCAT + WGM SOCAT-only ~ SOCAT + WGM SOCAT-only ~ SOCAT + WGM
OSSE sampling scenarios OSSE sampling scenarios OSSE sampling scenarios OSSE sampling scenarios

Figure 4.16: Zonal assessment of the cluster-based reconstruction of pCO, using RMSE as the main performance
metric. The abbreviations are SO = Southern Ocean; SAZ = sub-Antarctic zone; PFZ = polar frontal zone; and AZ =
Antarctic zone.

The SOCAT-only scenario simulated the real-world underway SOCAT ship observations which are bi-
ased toward summer using 2011-2019 ship tracks in the Southern Ocean. And to compensate for winter
sampling gaps present in this OSSE scenario, a simulated sampling was run in winter along these SOCAT-
ship routes in the Southern Ocean. Data from this simulation called winter gap mitigation (WGM) was then
added to the initial SOCAT-only data to compensate for the seasonal sampling biases due to these observa-
tional gaps in winter, hence, the second OSSE scenario SOCAT + WGM. Using the regional comparison
framework (Section 2.5), the reconstruction uncertainty from both OSSE scenarios, graphically summarized
in Figure 4.16 indicates the importance of resolving winter observational gaps in the whole Southern Ocean

and regionally, regardless of the methods used.

Despite some challenges due to winter data gaps in the SOCAT-only scenario, all the mapping methods
outperformed by far in the SOCAT + WGM scenario where winter data gaps were filled with winter obser-
vations along a few realistic SOCAT-ship routes. Compared to SOCAT-only, the SOCAT + WGM scenario
found significantly lower RMSE scores in the whole Southern Ocean and regionally (Figure 4.16). In other
words, the increasing performance in the SOCAT + WGM scenario resulted in significant improvements in
the surface ocean pCO, reproduction throughout the Southern Ocean as shown in Figure 4.13 (RMSEs and

MBESs) and confirmed by the estimates of the percentage change in RMSE scores (Table 4.5). Therefore,
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RMSE scores reducing drastically after mitigating the winter observational gaps (Figure 4.15) is likely a
function of the importance of improving winter observations of surface ocean CO, in the Southern Ocean.
This highlights the importance of sampling scales that pCO, observing systems used in the whole Southern

Ocean and regionally.

Furthermore, it was found in Chapter 3 that the seasonal scale variability and meridional gradient matter
the most and hypothesized that the underway SOCAT ship data in the Southern Ocean resolve the meridional
gradients for summer only due to winter sampling gaps in shipboard observations in the region. Here, this
hypothesis is validated using surface ocean pCO, estimates from the two OSSE scenarios (Figure 4.15).
Moreover, the canonical seasonal cycle in the Southern Ocean presents a strong in-gassing and out-gassing
of surface ocean CO, in summer and winter, respectively (Takahashi et al., 2009; Gregor et al., 2019).
Notwithstanding phasing differences, Figure 4.15a highlights that during the in-gassing in summer, pCO,
levels reach a minimum (< 350 patm) likely due to biological production which draws down the inorganic
carbon to the surface. As for the out-gassing in winter, pCO, levels reach a maximum (> 362.5 patm)
resulting from the deep-mixing delivery of carbon-rich waters to the surface caused by the upwelling of

CDWs in high-latitude regions (Takahashi et al., 2009; DeVries et al., 2017).

However, what would happen if the synthetic underway ship routes in winter were chosen differently?
Given the complexity of the Southern Ocean due to its remoteness and extreme weather conditions, underway
SOCAT ship observations in the region result only from scheduled voyages which predominantly take place
in summer. These scheduled voyages for the Southern Ocean hydrographic surveys coordinated through
research programs such as the Global Ocean Ship-based Hydrographic Investigation Program (GO-SHIP)
are carried out on limited and prescribed routes. Therefore, the SOCAT + WGM scenario by itself is an
extreme sampling case in the Southern Ocean. This makes an alternative choice of underway ship routes for
synthetic winter sampling in the region very unrealistic. However, with recent technological advances, for
example, autonomous unmanned surface vehicles (USVs) or robots such as Saildrones could be designed
and deployed in a way to accompany ships through the sampling of ocean areas where underway ships are

unable to reach.

4.5 Conclusions

In this chapter, an OSSE framework was developed and used to evaluate the clustering methods in two-
step pCO, reconstructions in the Southern Ocean and their contribution to the bias and root mean square
error as a measure of uncertainties. This OSSE system used a high-resolution (daily x £10km) NEMO-
PISCES forced ocean model output for my synthetic truth or Nature Run. Then, two sampling experiments or

OSSE scenarios including SOCAT-only and SOCAT + WGM were considered. The SOCAT-only scenario
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simulated from Nature Run the underway SOCAT ship observations which are biased toward summer. In the
other scenario, a simulation called winter gap mitigation (WGM) was added to SOCAT-only to compensate
for the seasonal sampling biases due to winter observational gaps, hence the acronym SOCAT + WGM.
Afterwards, the impacts of seasonal sampling biases stemming from underway SOCAT ship observations
in the region were investigated. The OSSE system used three two-step gap-filling approaches engineered
around a state-of-the-art machine-learning algorithm: the feed-forward neural network (FNN). The first
approach was FMB-FNN as its first step was based on Fay and McKinley (2014) biomes (FMB). The second
was MKM-FNN referring to its first step built after the unsupervised ML algorithm called mini-batch K-
Means (MKM). Lastly, the third method was SCR-FNN whose first step was based on the seasonal cycle
reproducibility (SCR) of pCO; in the Southern Ocean. The two research questions in Section 4.1.2, asked

of these experiments are answered as follows.

1. Which one of the clustering methods used offers greater gains through the two-step reconstruc-

tion approach?

The clustering choice is very important in two-step pCO; reconstructions in the whole Southern Ocean
and regionally. Comparing the three clustering methods, it was found that the results differed regionally
depending on two sampling simulation scenarios including SOCAT-only and SOCAT + WGM. For example,
considering the SOCAT-only scenario in the Southern Ocean as a whole, FMB outperformed MKM which
was outperformed by SCR, while in the two SOCAT + WGM scenario, SCR outperformed both FMB and
MKM throughout the Southern Ocean.

Findings show that while the clustering learning methods of two-step approaches perform adequately
throughout the Southern Ocean, the ensemble average learning (ENS) combining the three approaches to-
gether improves the results significantly and makes findings more robust and less clustering-method specific.
Therefore, this suggests that using ENS is the optimal balance between cluster-based approaches in terms
of robustly reducing biases and uncertainties in pCO, reconstructions in the whole Southern Ocean and

regionally.

The use of SCR clustering in this study is not only a novelty but also is the only method out of the three
clustering methods that truly considers the seasonal cycle (SC) of surface ocean pCO, before clustering the

Nature run field, knowing that SC is the dominant mode of variability in the Southern Ocean.

2. How is the contribution of these clustering methods to uncertainties of the reconstruction sen-

sitive to the contrasting summer and winter sampling scenarios?

The magnitude of improvement is enormous if ships could sample during winter in the Southern Ocean
along the underway SOCAT ship tracks operational in summer. Based on objective estimates using en-

semble average learning, the percentage decrease in RMSE scores (characterizing uncertainties) from the
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SOCAT-only scenario to SOCAT + WGM is generally around 30% for most of the regions, up to 47% for the
sub-Antarctic zone (SAZ). The anomalies of mean seasonal cycle estimates in the Southern Ocean revealed
that if data are added in winter (e.g.: SOCAT + WGM), then the biases would disappear. With the paucity
of sampling in the Pacific Ocean sector of the SAZ, resolving winter data gaps as characterized by SOCAT
+ WGM would not only lead to the SAZ as the region with the largest improvement (~ 47%) but also reduce
regional anomalies of the mean seasonal cycle estimates to about 2.5 patm. This shows how reconstruc-
tions of surface ocean pCO, are very sensitive to resolving seasonal variability and therefore, highlights the

importance of sampling scales that observing systems adopt in the whole Southern Ocean and regionally.

Multiple runs of idealized experiments through OSSEs support that a poorly constrained seasonal vari-
ability in in-situ observations contributes to discrepancies and uncertainties in data products in the Southern
Ocean (Williams et al., 2017; Hauck et al., 2020; Friedlingstein et al., 2021). The results of this chapter
based on the use of a simulated observational system show that resolving winter sampling biases in shipboard
CO;, measurements in the Southern Ocean can potentially improve pCO, reconstructions in the region, up
to the point of reducing to about zero the seasonal cycle anomalies. This is however reliant on a substan-
tial increase in the number of winter voyages in the Southern Ocean. This emphasises the importance of
appealing to autonomous observing systems to improve coverage of surface ocean CO; observations in the

Southern Ocean, as it will be investigated in the next chapter.



Chapter 5

Getting over the wall: a scale-sensitive integrated pCO,

observing system for the Southern Ocean

5.1 Introduction

The existence of seasonal and intra-seasonal sampling biases in current and new observing systems is a sig-
nificant cause of the convergence of the pCO; reconstruction performances to a relatively common value —
proverbially known as "hitting the wall" (Gregor et al., 2019). This problem is mainly due to the limits of
operational pCO; reconstructions when actual observations are either sparse or biased in time and space,
in the Southern Ocean (Bushinsky et al., 2019; Bakker et al., 2016). In Chapter 3, I showed that observing
both the seasonal cycle of meridional gradients and the intra-seasonal variability of surface ocean pCO,
(pCOgcn) is crucial to significantly reduce biases and uncertainties in pCO, reconstructions. While un-
derway SOCAT ships mostly sample the Southern Ocean meridionally, they do so with a strong summer
seasonal bias, which impacts the uncertainties and biases of pCO, reconstructions in the region (Gray et al.,
2018; Gregor et al., 2018; Djeutchouang et al., 2022). In a sub-domain of the model in Chapter 3 and the
whole Southern Ocean in Chapter 4, these winter observational gaps were mitigated by repeating underway
SOCAT ship measurements on the same cruise tracks used in summer using synthetic model data. This
resulted in enormous improvements of the mean seasonal cycles throughout the whole Southern Ocean and
regionally by reducing significantly biases and uncertainties in surface ocean pCO; reconstructions (see
Figures 4.13 and 4.14; Tables 4.4 and 4.5). However, synthetic observations were used at a semi-idealized
winter effort equivalent to the summer historical sampling effort. One major problem is that, in the real
world, this is practically difficult in winter with underway ships. Therefore, in this chapter, the most realistic

approach is explored based on autonomous Unmanned/Uncrewed Surface Vehicles (USVs).

Notwithstanding the contribution of autonomous sampling platforms to resolving the seasonal cycle and
intra-seasonal variability in the Southern Ocean, I showed in Chapter 3 that simultaneously observing the
meridional gradients of the surface ocean pCO; at high temporal resolution is not operationally possible
using Wave Gliders and floats. Djeutchouang et al. (2022) showed that the main limitation with floats is
the 10-day sampling period as well as a quasi-Lagrangian zonal sampling (Figure 3.5; Table 3.2). On the
other hand, Wave Gliders, which can directly sample the pCO; at the surface ocean at high frequency and

with great accuracy (Sutton et al., 2021; Monteiro et al., 2015), operate in the Southern Ocean as pseudo
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stationary moorings (Monteiro et al., 2015; Nicholson et al., 2022).

Using multiple runs of semi-idealized Observing System Simulation Experiments (OSSEs), the USV
Saildrones (Sutton et al., 2021) stood out to be the optimal candidate capable of simultaneously achieving
high resolution of both meridional gradients and the seasonal cycle compared to Wave Gliders and Profiling
floats. However, the OSSEs were only conducted in a strategically selected high-EKE sub-domain at the east
of the Atlantic Ocean sector of the Southern Ocean (Section 3.2.2). Given that this experimental sub-domain
was representative of the scales of variability of interest, the finding with USV Saildrones was hypothesised

to apply to the Southern Ocean as a whole.

5.1.1 Aims and Questions

This chapter aims to propose a scale-sensitive sampling strategy that addresses the limitations of underway
SOCAT ship observations in the whole Southern Ocean and strengthens the existing summer-biased ship-
based reconstructions of surface ocean pCO; in order to "get over the wall" in terms of reconstruction
uncertainties and biases. The validity of the USV-Saildrone conjecture in Chapter 3 is thus investigated
through the integration of the USV-Saildrone observations. This tests the impacts of zonal and meridional
sampling strategies, adjunct to SOCAT-like ship sampling, on the pCO, reconstruction in the Southern
Ocean. To achieve these aims, the OSSE framework developed in Section 4.2.3 is implemented and the
ensemble average learning is used for surface ocean pCO, estimates. Thus, the key questions this chapter

is addressing are the following:

1. Do simultaneous high-resolution observations of the seasonal cycle of the meridional gradients of
pCOYM, which USV Saildrones are capable of providing, significantly improve the biases and un-
certainties in pCO, reconstructions in the Southern Ocean as a whole? In other words, do the key

findings from Chapter 3 extend to the Southern Ocean as a whole?

2. Would meridional sampling with USV Saildrones in the Southern Ocean (as a whole) significantly

improve the currently used zonal circumpolar strategy?

5.2 Methodology

Here I offer a brief overview of pseudo-observations or synthetic data from the two simulated observing
systems resulting from the Observing System Simulation Experiments (OSSEs) run in this study. First,
underway SOCAT ships already perform regularly gridded measurements to estimate surface ocean pCO;
(Bakker et al., 2016). Second, there are USV Saildrones which have the possibility not only to be equipped
with new sensors to provide physical and biogeochemical measurements (Sutton et al., 2021) but also to

simultaneously perform high-resolution observations of meridional gradients and the seasonal cycle. In
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this section, we also recall the regression approach for reconstructing the surface ocean pCO, according to
various simulated sampling scenarios, and how it is used in the OSSEs. This includes the semi-idealized
modelling experiments used to evaluate the impacts of integrating SOCAT shipboard measurements with
the new observing system (USV Saildrone sensors) on operational pCO; reconstructions when actual ob-
servational data are scarce and sparse in space and time in the Southern Ocean (cf. Section 4.2.2 and Figure

4.1).

5.2.1 OSSE:s in the Southern Ocean

Simulations of SOCAT-shipboard sampling follow the underway sampling system on board volunteering
observing ships contributing to the SOCAT dataset. The resulting simulated data is thus sparsely limited
in time and space like in the SOCAT dataset itself in the Southern Ocean, which is biased toward summer
(Gray et al., 2018). This corresponds to pseudo-observations derived from the SOCAT-only scenario used
in Chapter 4. Specifically, the simulation process behind these pseudo-observations of SOCAT ships is

described in Section 4.2.2.
Synthetic USV-Saildrone circumpolar sampling

The autonomous Unmanned Surface Vehicle (USV) Saildrone has many key features such as its higher
speed and use of wind- and solar-powered energy to extend its endurance (Meinig et al., 2019; Whitt et al.,
2020), especially in ocean regions with harsh low light winter conditions like the Southern Ocean (Fig-
ure 5.1). Practically, a USV Saildrone can observe the mole fraction of CO, (xCO, ) in both the surface
ocean and atmospheric boundary layer which can be paired with ancillary variables such as the sea surface
salinity (SSS), sea surface temperature (SST) (Sutton et al., 2021). Figure 5.1 illustrates the first USV-
Saildrone circumnavigation of Antarctica in just about 7 months providing high-resolution zonal (hourly)
measurements. Exploiting these advantages of USV Saildrones, synthetic USV-Saildrone observations in
the Southern Ocean are simulated by sub-sampling the surface ocean pCO; and ancillary variables from the

BIOPERIANT12 ocean model output (Section 2.1).
Zonal and meridional pseudo-observational scenarios

In simulating the USV Saildrones, two sampling options are considered, both in which I assume that the USV
Saildrones sample the full seasonal cycle including summer and winter. The first option, denoted by zUSV,
is to sample the Southern Ocean zonally along the Antarctic Circumpolar Current (ACC), which follows
the actual zonal strategy (Figure 5.1b) adopted by the USV Saildrone in Sutton et al. (2021). This option
is subdivided into two scenarios: zUSV[1] and zZUSV[3], which correspond to the simulated zonal USV
sampling with respectively one Saildrone deployment (Figure 5.2a) and three simultaneous USV Saildrone

deployments (Figure 5.2b) to circumnavigate Antarctica like the 2019 Antarctica circumnavigation with
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Figure 5.1: The Unmanned Surface Vehicle (USV) Saildrone (adapted from Sutton et al. (2021)). (a) schematic
diagram of the USV Saildrone (with the location of a few sensors) deployed in the Southern Ocean in 2019. (b)
sampling tracks of the USV Saildrone from Sutton et al. (2021) on which are shown the air-sea CO; fluxes calculated
based on USV-Saildrone-measured AxCO,. Dates and > illustrate the locations of the USV Saildrone with time as
it completed in 198 days (about 7 months) the first circumnavigation of the Southern Ocean. Black lines indicate
climatological locations of the major Southern Ocean fronts from Orsi et al. (1995).

the USV Saildrone described by Meinig et al. (2019). The zUSV[3] scenario performs a total of 194545
pseudo-observations from the three simultaneous zonal USV deployments (Figure 5.1b) while zZUSV[1]

makes 63 145.

The second option, denoted by mUSV, adopts a meridional sampling strategy to sample the Southern
Ocean between 40°S and 60°S with the main assumption that the USV Saildrone is operationally capable
in the region. Thus, four potential deployment ports are considered as depicted in Figure 5.1: (1) Cape
Town in the Atlantic Ocean (CPT), (2) Reunion in the Indian Ocean (RIN), (3) Hobart in the Pacific Ocean
(HBT), and (4) Auckland in the Pacific Ocean (APC). This second option corresponds to simultaneous
sampling with four USV Saildrones deployed separately from the four potential deployment ports (Figure
5.2¢), which makes in total 114 558 pseudo-observations. Thus, this second option assumes five meridional

sampling lines: mUSV[CPT], mUSV[RIN], mUSV[HBT], mUSV[APC], and mUSV[4].

Considering the two sampling scenarios zZUSV[3] and mUSV[4] (Figure 5.2b-c) allows also to increase
spatial data coverage in the Southern Ocean as recommended by Lenton et al. (2013) and Monteiro et al.
(2010, 2015). These USV-Saildrone sampling experiments enable us to test the sensitivity of the pCO,

reconstructions to these orthogonal sampling strategies (Figure 5.2c).

In each of the sampling scenarios described in this section, a year-round output of the high-resolution
(daily x +10km) NEMO-PISCES forced ocean model (BIOPERIANT12) is sub-sampled at various sam-
pling tracks (Figure 5.2) of USV Saildrones to create pseudo-observations of surface ocean pCO, and

its proxy variables. Given the daily temporal resolution of the BIOPERIANT12 output, these pseudo-
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Figure 5.2: Simulated sampling tracks of the USV-Saildrone deployments in the Southern Ocean. Panels (a) and (b)
correspond to the two scenarios zZUSV[1] and zUSV[3] of the zonal USV sampling strategy. Panel (c) shows the five
meridional USV sampling scenarios mUSV[CPT], mUSV[RIN], mUSV[HBT] and mUSV[APC], plus mUSV[4].
Black stars () correspond to potential ports of the USV deployment while the black lines indicate climatological
locations of the major fronts from BIOPERIANT12 model data calculated as in Orsi et al. (1995).

observations are also daily.

5.2.2 Integrated sampling systems

Seven combined sampling systems based on Figure 5.2 are considered and tested in this study: SOCAT +
zUSV[1], SOCAT + zUSV[3], SOCAT + mUSV[CPT], SOCAT + mUSV[RIN], SOCAT + mUSV[HBT],
SOCAT + mUSV[APC], and SOCAT + mUSV[4]. In these multi-platform observational systems, by SO-
CAT we mean the simulated SOCAT shipboard measurements (biased toward summer) or simply referring
to the SOCAT-only scenario in Chapter 4. These integrated sampling systems have a few coverages in winter

due to the year-round sampling by simulated USV Saildrones.

This multi-platform integration is realistic because it uses a closer representation of the sampling ex-
tension of the 2019 Antarctica circumnavigation with the USV Saildrone(Meinig et al., 2019; Sutton et al.,
2021). Specifically, SOCAT shipboard measurements essential to the machine-learning reconstruction of
air-sea CO; fluxes (Landschiitzer et al., 2016; Gregor et al., 2019; Hauck et al., 2020), ship-based measure-
ments of surface ocean CO; are thus likely to continue as an opportunistic sampling on scheduled re-supply
voyages in Antarctica (Gregor et al., 2017). Additionally, observing platforms such as floats and moorings

typically rely on ships for their deployment (Talley et al., 2019).

5.2.3 Ensemble learning regression

The ensemble average learning (ENS) is the three-member ensemble of clustering-regression methods where
the clustering step consists of Fay and McKinley (2014) biomes (FMB), the seasonal cycle reproducibility
(SCR) clusters, and the mini-batch K-Means (MBKM) clusters. The regression step consists of the feed-

forward neural network (FNN) algorithm. More details of this FNN regression are given in Section 2.3.2
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while details of the clustering methods are given in Section 4.2.4.

Based on Chapter 4’s results (e.g.: cf. Figure 4.16), the ENS approach outperformed all the individual
methods and derived estimates were found to be robust compared to estimates from single methods. There-
fore, in this chapter, ensemble-averaged learning is used to perform the regression of surface ocean pCO,

against ancillary variables.

5.2.4 OSSE framework synthesis

This section recalls key stages of the OSSE framework/system used in this study. This OSSE system is
similar to the framework used in Chapter 4 (see Section 4.2.3) differing with the addition of a new observing
system, the USV Saildrone, to supplement the SOCAT-only scenario. This OSSE framework works as

follows:

1. A forced and mesoscale resolving (daily x ==10km) ocean model run of the Southern Ocean (BIOPE-

RIANT12) is used as the "ground truth" for the system, termed as Nature Run (see Section 2.6).

2. The Nature Run field output is used to extract "pseudo-observations" co-located in time and space

with the SOCAT and the newer Saildrone (USV) pCO; observing systems.

3. The synthetic observations are used in the three-member ensemble-learning approach (ENS) made

up of the two-step machine-learning methods used in Chapter 4 (see Section 4.2.3).

4. The pCO, reconstructions are made with the resulting model and compared with the Nature Run to

quantify the improvements from the additional OSSEs (e.g.: zZUSV and mUSV).

In the following sections, the root mean squared error (RMSE) described in Section 2.3.6 is used as
the primary assessment metric. It also serves as a measure of uncertainty in the pCO, reconstructions. In
some circumstances, Pearson’s correlation coefficient (r) and bias are also used in combination with the
RMSE score. The reported scores will be out-of-sample scores, calculated on data that were not involved
in simulations of pseudo-observations used in the model training, making these mapping scores adequate to

assess the various OSSE-integrated sampling systems.

5.3 Results

It is important to recall that results from the SOCAT-only run from OSSEs in the previous chapter (see
Sections 4.3.3 and 4.3.4) serve as the main reference in the analysis of the results of this chapter. This
OSSE run is equivalent to the real-world use of the seasonally biased (toward summer) SOCAT data in the
Southern Ocean (Bakker et al., 2016) for reconstructions of the surface ocean pCO, in the region (Gregor

et al., 2018; Bushinsky et al., 2019; Gloege et al., 2021; Denvil-Sommer et al., 2021). The results presented
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here are from the OSSE framework (see Section 5.2.4) whose sampling scenarios are described in Section
5.2.1. The reconstruction of surface ocean pCO, results from using the ensemble average approach (ENS)
in Section 5.2.3. The reconstructed surface ocean pCO; from multi-platform systems (Section 5.2.2) shall
also be referred to as a product, for example, the product SOCAT + zUSV|[1] (SOCAT supplemented by the
single zonal USV) is simplified to zZUSV[1] product. In this formalism z and m refer to zonal and meridional

respectively.

5.3.1 Impacts on the seasonal cycle of pCO,

Figure 5.3 shows the anomalies of the mean seasonal cycle (SC) of surface ocean pCO, estimates resulting
from the SOCAT + zUSV[1], SOCAT + zUSV[3] and SOCAT + mUSV[4] integrated OSSEs. The recon-
structed SC biases due to the winter sampling gaps from SOCAT data in the Southern Ocean are still visible

in the first multi-platform integrated system (Section 4.3.5).
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Figure 5.3: Anomalies of the seasonal cycle (SC) of the reconstructed pCO, from the ensemble average (ENS)
approach. Panels (a), (b) and (c¢) show the regional mean SC anomalies corresponding to multi-platform integrated
sampling systems SOCAT + zUSV[1], SOCAT + zUSV[3] and SOCAT + mUSV[4]. The red dashed line corresponds
to the zero line. They show that the reconstructed bias weakens significantly as the meridional gradient is increasingly
better resolved.

Throughout the Southern Ocean, the SOCAT + zUSV[1] system results in higher SC anomalies as shown
in Figure 5.3a, particularly during the winter months. In this OSSE scenario, the SC anomalies in the
whole Southern Ocean seem to be predominantly modulated by the AZ anomalies. However, they all have
a similar phasing throughout the Southern Ocean with the highest and smallest magnitudes in the SAZ and
PFZ, respectively. Following the same zonal sampling strategy, Figure 5.3b shows that when increasing the
meridional data coverage by adding three zonal distinct deployments, the reconstructed SC anomalies drop
down throughout the Southern Ocean. This results in a significant reduction of biases in the SC in winter

months, particularly in the PFZ and AZ regions, and the Southern Ocean as a whole.

In the SAZ, however, the SOCAT + zUSV[3] pCO; product in winter months yielded large SC anomalies
that were approximatively equivalent to the SC anomalies yielded by the SOCAT + zUSV[1] pCO; product
(Figure 5.3b).
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5.3.2 Sensitivity of the meridional gradients of pCO, to OSSE scenarios

Figure 5.4 shows the reconstructed means of the meridional gradients of surface ocean pCO, from combined
pCO; observing systems SOCAT + zUSV[1] and SOCAT + zUSV[3], and SOCAT + mUSV[4]. The merid-
ional variability of summer, winter and annual means show significantly different behaviours, particularly

for high latitudes around 65-75°S.
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Figure 5.4: The meridional gradients of the surface ocean pCO, from the multi-platform integrated sampling systems.
Solid curves depict the reconstructed means in Winter (in blue), Summer (in red) and mean annual (in black), while
the dashed curve depicts in each case the actual mean calculated from the Nature Run pCO,. Abbreviations in the
figure legend correspond to NR = Nature Run; DJA = December January February; and JJA = June July August.

The interpretation of these meridional gradients focuses on changes in their phasing and magnitude.
Thus, it can be seen in Figure 5.4 that the meridional gradients in summer (December-February) are equally
reconstructed across all the OSSE scenarios as expected. This implies that the meridional gradient in sum-
mer is not sensitive to adding USV-Saildrone observations to underway SOCAT ship data. Therefore, the
SOCAT-only scenario being biased toward summer, the combination with USV-Saildrone observations does
not add much information in summer as the underway ship-based observations already resolve the merid-

ional gradients as shown in Chapter 3.

However, adding the USV-Saildrone observations has significantly different implications on the merid-
ional gradient in winter (June-August) across all the OSSE scenarios around 40-55°S and 65-75°S (Figure
5.4). The results are equally sensitive for the SOCAT + zUSV[1] and SOCAT + zUSV[3] products except

in the mid-latitudes (about 40-55°S) where the former reveals a decrease of about 3.5 patm. In the SOCAT
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+ mUSV[4] scenario, a higher impact on the reconstructed meridional gradient in winter is observed in the
mid-latitudes and high-latitudes with the former highlighting the intense winter out-gassing of carbon from

the upwelling of carbon-rich deep waters towards the surface with subsequent CO, release.

Furthermore, compared to the meridional gradient from other OSSE scenario products, this addition also
improves the reconstructed mean annual of the meridional gradient with the largest improvement resulting

from the SOCAT + mUSV[4] experiment (Figure 5.4c).

5.3.3 Spatial distribution of pCO, biases

The maps of mean bias error (MBE) between actual pCOgCn from the Nature Run and the reconstructed
pCOSM reveal a significant difference in the distribution between each multi-platform integrated system
(Figure 5.2). Somehow, this is to be expected given that these systems use different sampling strategies with

different data coverages.

It can be seen that the pCO9™ MBEs improve regionally with the increase in the sampling effort of
multi-platform systems (Figure 5.5). The pCOS™ MBEs in the SOCAT + zUSV[1] product are largely
higher in the north of the Pacific basin of the SAZ (> 10.5 patm) and in a few areas south of the Atlantic
and Indian basins of the AZ compared to other regions. In these areas, particularly the north of the Pacific
basin, SOCAT-based in-situ observations of surface ocean CO; are very sparse in space and time as shown
in Figure 4.1. Figure 5.5b shows that increasing the spatial coverage of data with a similar zonal sampling
using three USV Saildrones (SOCAT + zUSV[3]) results in a slight reduction of MBEs in these data-sparse
areas. However, the performance difference between the two systems SOCAT + zUSV[1] and SOCAT +

zUSV[3] seems very small throughout the Southern Ocean except in the SAZ and AZ.

-20 -15 -10 -5 0 5 10 15 20
Mean bias error [pCO$°t - model] (patm)

Figure 5.5: Maps of mean bias errors (MBEs) of pCOS™? reconstructions from the three major integrated sampling
systems SOCAT + zUSV[1], SOCAT + zUSV[3] and SOCAT + mUSV[4] shown in panels (a), (b) and (c¢), respectively.

Figure 5.5 also shows that there are areas which can be identified as error hot spots, such as coastal areas
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of the south of Chile and New Zealand, the Pacific sector of the SAZ and the Indian sector of the AZ that show
positive pCOY™ MBEs (Figure 5.5). While SOCAT + mUSV[4] weakens spatial positive MBE anomalies,
the negative anomalies seem to strengthen in the East Pacific and West Atlantic (Figure 5.5¢). However,
despite pCO9™ MBEs being steadily larger in these coastal areas for all the multi-platform systems (Figure
5.5), the SOCAT + mUSV[4] system significantly reduced these pCOS™ MBEs throughout the Southern
Ocean (Figure 5.4c). The improvements with the increase in the sampling effort are remarkably significant in
these error hot spots, particularly in the Pacific and Indian basins, as compared to the circumpolar sampling
approach. This is likely due to the meridional sampling strategy (Figure 5.2c) adopted by USV Saildrones
in this OSSE scenario, enabling USVs to sample meridionally like underway SOCAT ships in regions such

as the Pacific where ship operations are almost non-existent in winter.

The positive biases in the Atlantic and Indian oceans south of the Polar front suggest that the area has
some seasonal dynamics that may be particularly sensitive to sampling biases because these positive biases
weaken significantly from zUSV to mUSV. This points to a sampling sensitivity which is mostly addressed
by the mUSV OSSE. These areas of high positive biases are in the sub-tropics and the seasonal cycle of the

Net Primary Production in these areas is reversed.

Analysis of the actual surface ocean pCO, data from the Nature Run output and the estimated surface
ocean pCQO, using the ensemble-averaged approach (Section 5.2.3) indicates that the Pacific Ocean sector
of the SAZ is the basin with the highest mean bias errors. The annual mean of the surface ocean pCO; in
the SAZ for this product was computed at 369.41 £ 11.35 patm, whereas the actual mean from Nature run
output was 374.65 patm. The combined SOCAT + zUSV[1] and SOCAT + zUSV|[3] products converge a
bit more with estimates of 371.83 - 10.24 patm and 372.55 £ 9.46 patm, respectively, while the SOCAT +

mUSV[4] product converges even much better with the annual mean pCO; estimate of 374.05 £ 8.49 patm.

5.3.4 Ensemble-learning performance
Regression scores

Table 5.1 shows the performance metrics of the ENS approach. Using a zonal sampling strategy, results show
that the OSSE-integrated sampling systems SOCAT + zUSV[1] and SOCAT + zUSV/[3] allowed to achieve
respectively the RMSE scores of 7.10 patm and 7.04 patm in the Southern Ocean. This suggests that SOCAT
+ zUSV[3] outperformed SOCAT + zUSV[1] with a small RMSE margin of ~ 0.06 patm. Regionally, this
RMSE margin is higher in the SAZ (~ 2.2 patm) and PFZ (~ 0.22 patm) whereas in the AZ the SOCAT +
zUSV[1] outperform SOCAT + zUSV[1] with the RMSE margin of 0.22 patm. Overall, zonally sampling
the Southern Ocean by circumnavigating Antarctica using an integrated sampling system of more than one
USV Saildrone contributes slightly better to reducing uncertainties in pCO; reconstructions than using one

USV. However, in regions such as the AZ, it would be sufficient to only use one USV.
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Table 5.1: A summary of the performance estimates of the ENS method run with various OSSE-integrated sampling
systems. The root mean squared error of surface ocean pCO, is defined for the Southern Ocean (SO) and then all the
zonal regions as defined by Lovenduski et al. (2008) while the bias or mean bias error and Pearson’s correlation are
computed for the whole SO. The best results for each column are shown in bold according to each sampling strategy.
Values in the table are significantly different from the mean for the column and clustering method, with a p-value (p)
< 0.05 for the two-tailed Z test.

Sampling OSSE-integrated Root mean squared error (uatm) Bias
strategy sampling scenarios SO SAZ PFZ Az (natm)
Zonal SOCAT + zUSV[1] 7.10 851 5.78 6.06 041 0.78
ona
SOCAT + zUSV[3] 7.04 637 5.56 7.60 0.93 0.80

SOCAT + mUSV[CPT] 7.59 747  6.17 7.97 0.83 0.75
SOCAT + mUSV[RIN] 7.53 898 730 6.30 1.83  0.77
Meridional ~ SOCAT + mUSV[HBT] 11.55 7.66 5.74 14.9 399  0.69
SOCAT + mUSV[APC] 10.72  6.15 5.66 14.07 348 071
SOCAT + mUSV[4] 6.34 597 515 6.70 048 0.82

Considering the meridional sampling strategy against the zonal sampling, individual systems achieved
relatively large biases, RMSE and r scores with respective average differences of about 2.5 patm, 9.3 patm
and 0.72 patm in the Southern Ocean (Table 5.1). The combined OSSE-integrated sampling system SOCAT
+ mUSV[4] scores consistently low for all three metrics (Table 5.1). However, there are two remarkable
results from the SOCAT + mUSV[HBT] and SOCAT + mUSV[APC] that show the highest uncertainties in
the Southern Ocean pCO; reconstruction with RMSEs of 11.55 patm and 10.72 patm, respectively. These
highest uncertainties seem to have been contributed by the uncertainties from the AZ region in which SOCAT
+ mUSV[HBT] and SOCAT + mUSV[APC] achieved RMSE scores of larger magnitudes of 14.4 patm
(Table 5.1) compared to 6.5 patm in the SAZ and PFZ. This reflects the nature of the Pacific basin where the
AZ is smaller compared to the Atlantic and Indian basins (cf. Figure 5.2). Therefore, accounting also for the
sea ice extension, the USV Saildrones can only sample small areas of the AZ along meridians as illustrated

by the APC and HBT tracks in Figure 5.2c.

Henceforth, further analyses focus more on the two OSSE-integrated sampling scenarios with the larger
data coverage in the Southern Ocean. This includes the circumpolar and meridional cases SOCAT + zUSV[3]
and SOCAT + mUSV][4] for which zUSV[3] and mUSV[4] added to SOCAT data 194545 and 114558
pseudo-observations, respectively. Comparatively, the meridional sampling strategy with SOCAT + mUSV[4]
achieved in the Southern Ocean a lower RMSE score (6.34 patm) than the zonal sampling strategy with SO-
CAT + zUSV[3] achieving an RMSE score of 7.04 patm. Although their biases are slightly different in the
Southern Ocean, the result with RMSE scores is also regionally consistent and confirmed by the Pearson
correlation in the Southern Ocean as a whole. Based on this result, the meridional integrated sampling sys-

tem SOCAT + mUSV[4] outperformed the zonal integrated sampling system SOCAT + zUSV[3] throughout
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the Southern Ocean.
Quantifying the changes in RMSE scores

Besides analysing the performance of the multi-platform sampling systems, I am also interested in how much
change these systems bring to pCO, mapping uncertainties in the Southern Ocean. Ensemble-averaged
results from the sampling systems were evaluated based on the RMSE score between reconstructed and
true pCO; as a way to determine whether adding USV-Saildrone observations to SOCAT data decreased
differences from true Nature Run output. Thus, the percentage change (Equation 4.3.1) in pCO, RMSE
scores was calculated to better understand the impact that combining sampling systems has on reconstructed
surface ocean pCO;. The results of this analysis are summarized in Table 5.2; negative values correspond

to a percentage decrease in the RMSE score while positive values correspond to a percentage increase.

Table 5.2: Summary of the percentage change (in %) of uncertainty scores due to multi-platform sampling integration
throughout the Southern Ocean.

Sampling OSSE-integrated Root mean squared error (patm)
strategy sampling scenarios SO SAZ PFZ AZ
SOCAT + zUSV[1] -19.5 2221 -2599 -1641
Zonal
SOCAT + zUSV[3] -20.18  -41.77  -28.81 4.83

SOCAT + mUSV[CPT] -13.95 -31.72 -21.0 9.93
SOCAT + mUSV|[RIN] -14.63  -17.92 -6.53 -13.1
Meridional ~ SOCAT + mUSV[HBT] 3095  -29.98 -26.5 105.52
SOCAT + mUSV[APC] 21.54 43778 -27.53 94.07
SOCAT + mUSV[4] -28.12  -4543  -34.06 -7.59

Adopting the current zonal sampling strategy (Figure 5.2a-b), decreasing RMSE scores were recorded
as shown in Table 5.2 where adding zUSV[1] and zZUSV[3] outputs have a broadly similar impact in the
Southern Ocean as a whole except in the AZ region where the error slightly increases for the zZUSV[3]
output (4.83%). When a meridional sampling strategy was used in the Southern Ocean as a whole, the
addition of USV-Saildrone observations (i.e. mUSV[4]) reduced the regional RMSE scores in the SOCAT
+ mUSV[4] product by 0.55 to 4.97 patm (Tables 4.4 and 5.2). Relative to the mean RMSE score across all
regions of 6.04 patm, this reduction is somewhat very large and resulted in an average improvement of the

pCO;, RMSE score of 28.8% (Table 5.2).
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5.4 Discussions

5.4.1 Multi-platform integration

The success of the multi-platform integration seats on three levels: observing platforms (ships and USV
Saildrones, Section 5.2.1), clustering methods and regression models as respectively first and second steps
in two-step pCO; reconstructions (Section 4.2.4). A brief overview discussion on why and how I got here

is offered as follows.

The key aim of this chapter is to propose and discuss a scale-sensitive sampling strategy that addresses
the limitations and strengthens the existing summer-biased ship-based reconstructions of pCO; in order to
"get over the wall". In a comparative global reconstruction, Gregor et al. (2019) suggested that we, the com-
munity, may have reached the limits of the ability of gap-filling methods to reduce biases and uncertainties
in pCO, estimates. The authors hypothesized that the reason why uncertainties kept prevailing was most
likely due to basin-scale observational gaps as well as sampling aliases in mesoscale-intensive ocean regions
such as the Southern Ocean. This hypothesis could not be rejected in Chapter 3 where I showed the impor-
tance of scale-sensitive sampling in reducing uncertainties using meridional, intra-seasonal, and single-ship
line winter samplings approaches in mesoscale- and eddy kinetic energy (EKE)-sensitive sub-domain of the

Southern Ocean (Djeutchouang et al., 2022).

To extend the testing of this scale-sensitive sampling hypothesis to the Southern Ocean as a whole, |
make use of a two-step (clustering-regression) reconstruction approach. The clustering step is necessary in
this approach because when applied at a very large scale, machine learning algorithms struggle to represent
accurately pCO; unless spatial coodinates are included as a proxy (Gregor et al., 2017, 2019). I thus found
in Chapter 4 that the ensemble of clustering methods including a novel supervised clustering approach based
on the seasonal cycle reproducibility of pCO, was very sensitively effective in reducing bias and root mean

square error. Therefore, how does this help to "get over the wall"?

Southern Ocean pCO; data from underway ship observations in SOCAT are very biased toward summer
(Figure 4.1b). The chosen multi-platform sampling systems (Section 5.2.2) have seasonal coverages in
austral winter months and have achieved lower RMSE scores (Table 5.1) compared to the SOCAT-only
scenario in Chapter 4 (cf. Table 4.4). These findings suggest that the multi-platform integration improved
the reconstruction skill of the surface ocean pCO, throughout the whole Southern Ocean and regionally.
Thus, I am also interested here in how the winter biases are reduced by the proposed sampling networks. To

do this, both zonal and meridional sampling strategies of USV Saildrones are analyzed and discussed.
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5.4.2 Effect of zonal vs meridional sampling by USVs on winter biases

The current sampling strategy used in the Southern Ocean by autonomous observing platforms is zonal
because of their Lagrangian nature (Majkut et al., 2014; Mazloff et al., 2018; Bushinsky et al., 2019) and so
is the sampling strategy of the recently developed observing platform USV Saildrone (Meinig et al., 2019;
Sutton et al., 2021). However, one of the features of this USV Saildrone is its capability for a circumpolar
sampling of the Southern Ocean (see Section 5.2.1), hence the two zonal sampling scenarios zZUSV[1] and
zUSV[3] (Figure 5.2a-b). On the other hand, in the mUSV[4] simulations (Figure 5.2¢), I leveraged one
of the USV Saildrone strengths (see Section 5.2.1) to extend the meridional sampling strategy (proposed in

Chapter 3) to the Southern Ocean as a whole.

The large-scale patterns with positive mean bias errors highlighted in the Pacific and Indian sectors of
the SAZ and AZ, respectively (Figure 5.5), were initially revealed by the spatial distribution of the surface
ocean pCO; biases and uncertainties from the SOCAT-only product (Figure 4.13a-b). Results reveal that
these large-scale patterns of deviation are improved as USV-Saildrone observations are added to the SOCAT-
only data. However, the improvement rate was lower when using a zonal sampling strategy than using a
meridional sampling. For example, when considering the RMSE scores (Tables 4.4 and 5.1) in the Southern
Ocean as a whole, the margin estimates are 1.6 patm, 1.68 patm and 2.38 patm for the SOCAT + zUSV[1],
SOCAT + zUSV[3] and SOCAT + mUSV[4] products, respectively, the higher the margin the better the
OSSE. Additionally, Figure 5.5 shows that large-scale patterns of deviation get smaller in the SOCAT +
mUSV[4] product, which is also confirmed in Figure C.2. Therefore, these findings are consistent with the
hypothesis on the importance of resolving the seasonal cycle of the meridional gradient and because of that
the SOCAT + mUSV[4] system leads to a large reduction in biases and uncertainties in pCO, reconstructions

in the Southern Ocean.

Sampling the Southern Ocean using autonomous observing platforms such as USV Saildrones has the
advantage to cover a full seasonal cycle which is lacking from underway SOCAT ships whose surface ocean
pCO; observations have very few data points in the winter months (Figure 4.1b). When the data coverage
is increased with up to 3 circumpolar USV Saildrones (Figure 5.1b), I found that the resulting integrated
system (SOCAT + zUSV[3]) achieved almost a similar impact as using only one USV Saildrone deployed
zonally (SOCAT + zUSV[1]), where the percentage decreases in RMSE scores were estimated at 20.18%
and 19.5%, respectively (cf. Tables 5.1 and 5.2). This suggests that, in the case of the zonal sampling
strategy, fewer USV Saildrones are required to achieve a similar result if machine learning methods are
used. However, error hot-spots such as the Pacific sector of the SAZ and the Indian sector of the AZ, are
large sources of uncertainties in mean seasonal cycles of pCO,, especially in winter months (cf. Figure

5.3a-b).
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Similarly, by increasing the data coverage with a meridional sampling strategy, I found that this allows
us to achieve far better results throughout the Southern Ocean than using a single USV Saildrone deployed
meridionally (Tables 5.1 and 5.2; Figures 5.3 and 5.5). For example, with up to 4 meridional deployments
(SOCAT + mUSV[4]) but with 79987 data points as less as using 3 zonal deployments (SOCAT + zUSV[3]),
the SOCAT + mUSV[4] system outperformed SOCAT + zUSV[3] in reducing winter anomalies in mean
seasonal cycle reconstructions (Figure 5.3b-c) and also improved better the mean annual and winter of the

reconstructed meridional gradients of surface ocean pCO; .

The analysis in Section 5.3.3 demonstrates that biases in the SAZ, for example, were predominantly due
to existing observational gaps in the Pacific basin, which are worse in winter months (see Figure 4.1). This
indicates that pseudo-observations are well consistent within the ability of the gap-filling methods (Section
5.2.3) to recreate observed surface ocean pCO; and that the mapping products based on multi-platform
integrated systems yield results that best explain both zonal and meridional sampling strategies. The impli-
cations of adding high-resolution USV-Saildrone observations on the seasonal cycle of surface ocean pCO,
are consistently different for summer and winter months as highlighted by SC anomalies (Figure 5.3). These
SC anomalies are far larger in winter than in summer, resulting from the large advantage the SOCAT ship-
board measurements already have in the summertime in most Southern Ocean regions (Figure 4.1). Impacts
of USV-Saildrone circumpolar sampling on the seasonal cycle are more variable and one circumpolar de-
ployment is not sufficient, though with improvements in most regions (Figure 5.3a-b). However, the impacts
of adding the meridional sampling networks are greater and less variable for wintertime across all regions

(Figure 5.3c).

Furthermore, while performing better in winter than SOCAT + zUSV[3], the SOCAT + mUSV[4] system
further improved the RMSE score with a margin of 9.94% in the whole Southern Ocean, 6.28% in the SAZ,
7.37% in the PFZ, and 11.84% in the AZ (Figure 5.3b-c; Table 5.2). By this, I demonstrate that coordinated
integration of multi-platform sampling systems (see Section 5.2.2), particularly with a meridional sampling
strategy, in the future is a realistic way to resolve seasonal sampling gaps in the Southern Ocean. Thus, this

significantly reduces winter biases and uncertainties that exist in pCO, reconstructions in the region.

5.4.3 The sensitivity to sampling strategies

So far, in light of what has already been shown (see Section 5.4.1), the positive anomalies that kept persisting
in the Indian Ocean basin, especially in the AZ (see Figures 5.5 and C.2), is the main focus of the discussion
here as I attempt to find an answer to "why?". Note the evaluation of the spread in mean bias errors between
surface ocean pCO; from various integrated systems and Nature Run has revealed regional biases up to
420 patm (Figure 5.5). These biases persist when zonally averaged and show the SOCAT-only and multi-

platform integrated reconstructions differing in uncertainties by 0.43-0.82 patm in the AZ compared to
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1.06—1.79 patm in the same region when meridionally averaged (Tables 4.4 and 5.1). This shows also that
the pCO; reconstructions are sensitive to both zonal and meridional sampling strategies, which confirms
that the scale sensitivity does not only matter at a local level like in the sub-domain study in Chapter 3 but
also in the Southern Ocean as a whole. However, these pCO, anomalies in the Indian basin could stem from
different mechanisms ranging from pCO,; relationships with its drivers to weaknesses and strengths of the

ensemble members.

Given the singularity of the regression step (FNN) in the ensemble approach, the weaknesses and strengths
of its members are strongly correlated with the difference in the clustering step having three different meth-
ods. Thus, looking at Figures 4.11, 4.12 and 4.14, for example, the hypothesis of the weaknesses and
strengths of ensemble members as the potential source of the positive mean bias errors between Nature Run
surface ocean pCO; and reconstructions cannot be entirely neglected. Although the clustering step in the
two-step reconstruction does control whether the FNN regression step has too much freedom for the train-
ing data, the FNN-derived relationships between input variables and surface ocean pCQO; observations are
non-linear. Therefore, preventing overfitting remains challenging as in any machine learning application,
which can also result in positive mean bias errors. Moreover, persistently positive deviations in the Indian
sector of the AZ (Figures 5.5 and C.2) likely result from spatial and seasonal inconsistency in the relation-
ship between pCO; and the drivers such as the mixed layer depth (MLD), which might be more challenging

to machine learning models to reproduce.

When investigating the distribution of total dissolved inorganic carbon (DIC) in the Southern Ocean
using observations, Ishii et al. (1998) found that the total DIC content of surface seawater in the Indian
sector of the seasonal ice zone showed large spatial variability. The BIOPERIANT12 ocean model (Section
2.1) is representative of processes of interest this thesis tries to resolve, but I do not know if the model
output values are right or wrong. The model simulation likely captures relatively large spatial variability of
surface ocean pCO, ranging from 335 to 388 patm between 20°E and 60°E, which is very likely another
cause of the positive pCO, anomalies persisting in the Indian Ocean basin around 60°S (Figures 5.5 and
C.2). Furthermore, the surface ocean CO; in the Southern Ocean is known to be very variable spatially
and temporally (Thomalla et al., 2011; Landschiitzer et al., 2015; Gruber et al., 2019), stemming from the
drivers of pCO; in the region (Gregor et al., 2018). For example, the proxies of CO; such as the sea surface
temperature (SST) and chlorophyll-a (Chl-a) vary strongly across short gradients in the Southern Ocean,
resulting in concomitant changes in the surface ocean CO, (Resplandy et al., 2018; Monteiro et al., 2015)
(Resplandy et al., 2014; Monteiro et al., 2015). Therefore, the positive pCO, anomalies might stem from
the deficit of the total DIC in the marginal ice zone including the AZ for which biological activities play an
important role (Ishii et al., 1998; Thomalla et al., 2011), which suggests that mechanism governing that may

be the biological carbon pump.



116 Chapter 5: Breaking through the wall with integrated pCO; observing system

In general, all the OSSE scenarios highlighted these positive mean bias errors around the boundary of
the Atlantic and Indian basins of the Southern Ocean , which also seems to be particularly consistent in a
few areas of the AZ (Figures 5.5 and C.2). The Atlantic sectors of the SAZ and PFZ have the strongest
seasonal variability, contrasting the relatively weak seasonal amplitude of pCO; in the Indian sector of the
Southern Ocean as reported by Gregor et al. (2018). According to the authors, the summer pCO, variability
in the Indian basin spans a short period, providing a decrease in winter surface ocean pCO;. Looking at the
mean annual maps of reconstructed surface ocean pCO; in Figure C.1, this contrasting regional variability

can also be spotted.

5.4.4 Overall comparison of OSSE sampling scenarios

In the following, I am discussing the performances in terms of both RMSE and MBE scores of the ensemble
average learning in the five main OSSE sampling scenarios from both Chapter 4 (SOCAT-only, SOCAT +
WGM) and this chapter (SOCAT + zUSV[1], SOCAT + zUSV[ALL] and SOCAT + mUSV[ALLY]). The

SOCAT-only scenario is the baseline or placebo experiment in this discussion (Figure 5.6).

The SOCAT + WGM sampling outperforms all the SOCAT + USV sampling experiments in the whole
Southern Ocean and regionally (Figure 5.6; Tables 4.4 and 5.1) as expected. This is because the SOCAT +
WGM sampling scenario is not only feasibly the most extreme case where I assumed that underway ships
could sample along the same lines that the underway SOCAT ships use in summer but also because the ship
in the WGM lines sample the ice-covered AZ in winter whereas the USV Saildrones do not (cf. Figures 4.1

and 5.2).

The difficulty of the feasibility of the SOCAT + WGM scenario in order to close the seasonal sampling
gaps in the whole Southern Ocean is the main reason why USV Saildrones (resulting from Chapter 5) were
brought into the picture to supplement SOCAT-only sampling, particularly using an orthogonal or meridional
sampling strategy (mUSV). Thus, SOCAT + mUSV outperforms the current zonal circumpolar sampling
strategy (SOCAT + zUSV) in the whole Southern Ocean as expected, but not in all the regions as shown in
Figure 5.6. More specifically, an unexpected difference was found between SOCAT + mUSV and SOCAT
+ zUSV in the Antarctic zone (AZ) as shown in Figure 5.6a. Based on our understanding, this would be
because practically, USV Saildrones hardly reach the southmost areas of the AZ as depicted in Figures 5.1b
and 5.2. This reveals the impact of the AZ sampling gaps, for example, in the orthogonal sampling strategy

of USV Saildrones.

This unexpected impact of the AZ sampling gaps shows how sensitive the RMSE and MBE scores are
to sampling gaps in the Southern Ocean. Therefore, SOCAT + WGM consistently outperforms the SOCAT
+ USV samplings because of that, which reveals that USV Saildrones do not answer all the observational

needs in the Southern Ocean. This finding suggests that winter underway ship sampling is necessary at least
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Figure 5.6: Comparing performances (y-axis) of the ensemble method in the five main OSSE sampling scenarios
including SOCAT-only, SOCAT + WGM, SOCAT + zUSV[1], SOCAT + zUSV[3] and SOCAT + mUSV[ALL].
Panels (a) and (b) are respectively the root mean squared error (RMSE) and mean bias error (MBE) scores (y-axis).
In the x-axis are the Southern Ocean regions, where the abbreviations are SO = Southern Ocean; SAZ = sub-Antarctic
zone; PFZ = polar frontal zone; and AZ = Antarctic zone. It shows that all the OSSEs that included either a winter
ship line or USV performed better that the SOCAT-only OSSE either in terms of RMSE scores or MBE scores.

in a couple of underway SOCAT ship lines that are operational in summer.

At this point, there is sufficient evidence that scale-sensitive sampling strategies which address limi-
tations including winter and basin-scale sampling gaps as well as seasonal sampling aliases in high-EKE
and mesoscale-intensive ocean regions, allow us to significantly reduce biases and uncertainties in mapped
pCO;,. These findings reveal that the pCO, reconstruction in the Southern Ocean is very sensitive to sam-

pling strategies that various observing platforms adopt in the region. It is thus time to "get over the wall".

5.4.5 Requirements to '"get over the wall"

The "wall" metaphor identified by Gregor et al. (2019) is mainly due to the limitations of underway ship
observations in the Southern Ocean. The analysis of the SOCAT-only product highlighted the major issues

of these ship-based observations in the region stemming from the data scarcity in both space and time,
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especially during the winter months (as shown in Figures 4.1, 4.14 and 5.3). This analysis extends the
findings Bushinsky et al. (2019) and Gregor et al. (2019) who hypothesized that seasonal sampling gaps in
the Southern Ocean might be increasing the pCO, mapping errors in the region. Despite these limitations,
SOCAT data remains the best existing high-quality in-situ CO, observations that are fundamental to novel

machine learning methods for global and regional surface ocean pCO, mapping.
Beyond increasing the data coverage

In Chapter 4, the machine-learning ensemble average of clustering-regression approaches was found
to be more powerful than single methods and also tended to better mitigate under-/over-estimation in the
reconstructions — based on the summer-biased SOCAT-only scenario (see Figure C.2). However, in zonally
integrated systems such as SOCAT + zUSV[3] (see Figure 5.2b), USV Saildrones navigation is simpler
because they are deployed following the wind direction and along the Antarctic Circumpolar Currents. This
sampling was used in Sutton et al. (2021) (see Figure 5.1b). Therefore, increasing the spatial sampling
and subsequently the data coverage would be easier than sampling along meridians where USVs will need
to withstand Southern Ocean winds and waves (Meinig et al., 2019). But with just the zonal sampling
strategies, the meridional gradients of pCO; are hardly resolved, as found in Chapter 3. Although they
may hardly reach a large spatial extent (Lenton et al., 2006), USVs in meridional integrated systems such
as SOCAT + mUSV[4] (see Figure 5.2c¢) can simultaneously observe at high frequencies of the seasonal
cycles and meridional gradients of surface ocean pCO; as well as addressing the intra-seasonal variability

(Djeutchouang et al., 2022).
Adopting a supervised orthogonal sampling for USV Saildrones

Results indicate that adding USV-Saildrone observations to the underway SOCAT ship observations im-
proves the reconstructed pCO, in the Southern Ocean as a whole in terms of RMSE and MBE scores. This
is consistent with the analysis in Chapters 3 and 4 and also extends our understanding of a previous assess-
ment of the summer-biased observational impacts on air-sea CO, fluxes in the Southern Ocean by Bushinsky
et al. (2019). Additionally, the smallest RMSE scores were found for the SOACT + mUSV[4] product (cf.
Table 5.1), revealing that the meridional sampling strategy contributes best to reducing uncertainties in the
mapped pCO; in the Southern Ocean as a whole. On the other hand, the positive implications of this or-
thogonal sampling strategy on the mean seasonal cycles of surface ocean pCO, were significant (cf. Figure
5.3c). This positive influence was particularly remarkable in data-sparse areas such as the Pacific sector of
the SAZ where the zonal circumpolar strategy underperformed (cf. Figures 5.3 and 5.5; Tables 5.1 and 5.2)
despite having the largest number of data points. In the AZ, however, both zonal-circumpolar and merid-
ional sampling strategies of USV Saildrones can be adopted for scale-sensitive samplings as in both cases
USV Saildrones struggle to reach the southmost areas of this region (Figures 5.1 and 5.2) due to the seasonal

ice zone. This demonstrates Chapter 3’s conjecture for which simultaneously samples at high resolution the
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meridional gradients and the seasonal cycle of pCO9", achievable by USV Saildrones, improves biases

and uncertainties in pCO, reconstructions in the Southern Ocean as a whole.

Therefore, "getting over the wall" in terms of reducing biases and uncertainties in observation-based
pCO; reconstructions requires the community to start implementing supervised meridional sampling strate-
gies with autonomous sampling platforms such as USV Saildrones. However, this must not discontinue the
underway SOCAT ship observations in the Southern Ocean. For example, in areas unreachable by the ships

and seasons where they cannot operate, USV Saildrones can deliver these meridional sampling routes.

5.5 Conclusions

In this chapter, I propose a new supervised sampling strategy that significantly reduces the uncertainties and
biases of empirical reconstructions of the surface ocean pCO; in the Southern Ocean, therefore, "getting
over the wall" remarked by Gregor et al. in their 2019 article. This is done with a multi-platform integrated
sampling of the surface ocean which improves training datasets —used by gap-filling methods — by combining
pseudo-observations from underway SOCAT ships and deployments of high-resolution USV Saildrones in
the Southern Ocean. The feasibility was demonstrated with an OSSE approach whose Nature Run was the
BIOPERIANT12 ocean model outputs like in Chapters 3 and 4. The experimental combination of training
datasets was made off of two USV-Saildrone sampling strategies including a zonal circumpolar sampling
and a meridional sampling of the Southern Ocean. Addressing and resolving this issue required us to answer

the following questions raised in Section 5.1.1:

1. Do simultaneous observations of the seasonal cycle of the meridional gradients of pCO9",
which USV Saildrones are capable of providing, significantly improve the biases and uncer-

tainties in pCO; reconstructions in the Southern Ocean as a whole?

The underway SOCAT ship data was integrated with USV-Saildrone data for simultaneously resolving both
high-resolution observations of the meridional gradients and the seasonal cycle in the Southern Ocean. It
was found that this improved training dataset contributed to a significant reduction of pCO, mapping biases
and errors in the whole Southern Ocean and regionally. More explicitly, this led to a 20% and 28% decrease
in pCO, reconstruction errors in the whole Southern Ocean when using zonal circumpolar and meridional
sampling strategies, respectively. Regardless of the sampling strategy adopted by the USV Saildrones in the
Southern Ocean, a year-round deployment can provide observations of the full seasonal cycle (SC) in the
region. When combining these high-resolution observations with underway SOCAT ship measurements, the
findings show improvements during the winter months in the reconstructed mean seasonal cycle of surface

ocean pCO, throughout the Southern Ocean.

2. Would meridional sampling with USV Saildrones in the Southern Ocean (as a whole) make any
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differences as compared to the currently used zonal circumpolar strategy?

The two sampling strategies adopted by the USV Saildrones in the Southern Ocean — the current zonal cir-
cumpolar sampling and a newly proposed meridional sampling — lead to reducing uncertainties in pCO,
estimates in the region. However, when comparing both strategies, results of the analysis reveal that the
meridional sampling outperforms the current zonal circumpolar sampling in the Southern Ocean as a whole.
In addition, with this sampling strategy, significant differences are made in terms of reducing winter anoma-
lies in the reconstructed seasonal cycle (SC) throughout the Southern Ocean regions. These findings suggest
that in the Southern Ocean, the sampling scale sensitivity is the major problem rather than the quantity of

data.

With these scale-sensitive sampling strategies, the pCO, SC anomalies due to winter sampling gaps in
the Southern Ocean are significantly reduced across regions. However, these improvements of SC anomalies
during wintertime in the SAZ are not as much for the current zonal circumpolar sampling strategy as for
the meridional sampling. Although the strongest errors occur during winter, increasing sampling effort in
winter is not sufficient to improve pCO; estimates and the mean seasonal cycle throughout the Southern
Ocean, particularly in the Pacific sector of the SAZ. To improve reconstructions of surface ocean pCO; in
the Southern Ocean as a whole, sampling scales of current and future observing platforms must be improved.
A multi-platform integrated system combining simultaneous high-resolution observations of the meridional
gradients and the seasonal cycle of pCOS™ — achievable by USV Saildrones for example — and underway
SOCAT ship data is proposed here as a realistic sampling strategy to explore in the future in order to improve
pCOS™ mapping in the Southern Ocean. However, it was found that USV Saildrones cannot answer all the
observational needs in the Southern Ocean, particularly in the AZ which is a source of sampling gaps for
USV Saildrones because of the seasonal ice zone. This suggests that winter underway ship sampling is

necessary at least in a couple of the underway SOCAT ship lines that are operational in summer.

In summary, leveraging the strengths of autonomous ocean observing platforms such as USV Saildrones
(high speed, wind- and solar-powered, etc.), high resolutions of year-round meridional observations can be
maintained in high-EKE regions of the Southern Ocean and most importantly in areas where contemporary
sampling approaches — based on underway SOCAT ship routes — cannot be conducted. This vertical resolu-
tion sampling strategy with autonomous observing platforms has not yet been tested and the ocean carbon
community in the Southern Ocean could be tasked to explore this to supplement ship-based hydrographic

surveys.



Chapter 6
Synthesis, limitations and recommendations

In this study, I investigated the sampling scale sensitivities of surface ocean pCO; reconstructions in the
Southern Ocean derived from machine-learning techniques. It was done through a series of observing system
simulation experiments (OSSEs) applied to a forced mesoscale resolving (£10km) ocean NEMO-PISCES
physics-biogeochemistry model (BIOPERIANT12) with daily output introduced in Section 2.1. The analysis
of the multiple experiments indicates that improving the pCO, reconstructions requires scale-sensitive data
to to strengthen both the existing underway SOCAT-ship and SOCCOM-float observational products. It was
also found that scale-sensitive data consisting of high-resolution observations (< 1 days) extending over the
seasonal cycle and capturing the pCO; meridional gradients — resulting in “getting over the wall” (Gregor

et al., 2019).

6.1 Synthesis of findings and implications

The overarching aim was to investigate the sampling scale sensitivity of surface ocean pCO, machine-
learning reconstructions in the Southern Ocean, a spatially and temporally data-sparse but globally important
region for ocean carbon sink (Gregor et al., 2019; Gruber et al., 2019). This aim has been difficult to achieve
with conventional in-situ ship-based pCO, observations from the SOCAT database due to their summer
seasonal sampling biases (Bushinsky et al., 2019; Gregor et al., 2019; Gray et al., 2018). As the main
objective, I have addressed an important question for the global carbon cycle community: how to reduce
uncertainties and biases in contemporary observation-based reconstructions of surface ocean pCO; in the
Southern Ocean derived from machine learning techniques. Machine learning methods have “hit the wall” in
terms of improving pCO; reconstruction uncertainties and biases (Gregor et al., 2019). I found two possible
reasons explaining why these methods are “hitting the wall”. This includes the lack of (1) observations for

the seasonal cycle of the pCO, meridional gradients and (2) the intra-seasonal variability of pCO,.

Tused a series of OSSE scenarios to investigate this question of the scale-sensitivity of pCO; reconstruc-
tion uncertainties. The chosen OSSE Nature Run (Section 4.2.3) is assumed representative of the carbon
cycle processes in the upper Southern Ocean. It thus represents the scales of variability of surface pCO,
aimed to be examined in the thesis and does not represent any specific historical year. Using a framework
of OSSEs, I made a proposal on how to get over the “wall” by closing the seasonal sampling gaps in the

Southern Ocean through a viable hybrid sampling strategy that strengthens the underway ship-based SO-
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CAT data with winter meridional lines by well-placed autonomous unmanned surface vehicles (USVs) in
the Southern Ocean. This hybrid sampling strategy require scales-sensitive sampling in the Southern Ocean;

that is, sampling at as high-resolution as necessary.

6.1.1 Does scale-sensitive sampling matter in pCQO; reconstructions?

Sparse sampling in both space and time in the Southern Ocean has raised questions about the confidence in
present machine-learning reconstructions of pCO, derived from seasonally biased sparse observations in the
region (Bushinsky et al., 2019; Gregor et al., 2019; Gloege et al., 2021), but previous studies did not yield
a clear understanding of the uncertainties and biases. This question was examined in Chapter 3 through
a series of semi-idealized OSSEs, within the Nature Run sub-domain of 10° latitude and 20° longitude
including both the sub-Antarctic zone (SAZ) and polar frontal zone (PFZ) in the south-east Atlantic Ocean,
which are the two most sampled sub-regions of the Southern Ocean. In these OSSEs, observational scales of
surface ocean pCO, were simulated in ways that are comparable to existing ocean CO, observing platforms
including ships (SHIP), Wave Gliders (WG), carbon floats (FLOAT) and Saildrones (nUSV). It was shown
that while this sub-domain is small relative to the Southern Ocean scales, it was representative of the scales
of variability of interest including strong mesoscale gradients interacting with synoptic scale variability of

storms.

In these experiments, it was found that two sampling scales are required to improve pCO, reconstructions
using machine-learning techniques. The two sampling scales are (1) the seasonal cycle of the meridional
gradients and (2) the intra-seasonal variability. Based on the impacts of these two sampling scales on RMSE
scores, resolving the seasonal cycle of the meridional gradient is the first-order requirement, while resolving
the intra-seasonal variability is the second. However, it is important to note that additional timescales (be-
yond the seasonal cycle) cannot be resolved because the mesoscale-resolving ocean model run used in the
OSSEs is limitated to only one year. For SOCAT-ship pseudo-observations, other studies including Gloege
et al. (2021) have addressed inter-annual and decadal timescales by sub-sampling a few medium-resolution
Earth system models that do not resolve the sub-grid scale dynamics which are explicitly simulated in the

BIOPERIANT12, the mesoscale-resolving ocean model used in the thesis.

In this Nature Run sub-domain, improving pCO, reconstructions in the Southern Ocean required si-
multaneous high-resolution observations (< 1 days) of the whole seasonal cycle, with full resolution of the
meridional gradients of pCO,. Saildrones were an optimal sampling platform to address both the large-scale
spatial and high-resolution temporal sampling and had the most effective impact on reducing uncertainties
and biases of the seasonal and annual mean reconstructions of pCO,. It was also found that the addition
of wintertime underway ship data would greatly reduce the errors in the reconstructions of surface ocean

pCO,, which reveals that the present seasonal sampling biases in the SOCAT data in the Southern Ocean
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may be behind the biases in wintertime that observation-based data products highlight in this region.

Therefore, based of these findings, scale-sensitive observations have significant impacts on surface ocean
pCO; reconstructions. Chapters 4 and 5 focused on the first-order requirement which consists of observing
the seasonal cycle of the meridional gradients of surface ocean pCO; in the Southern Ocean. Specifically,
Chapter 5 also proposed a scale-sensitive sampling strategy for the whole Southern Ocean by integrating

Saildrones with underway ships on winter lines.

6.1.2 Clustering choice in the Southern Ocean: sensitivity to two-step pCO,
reconstruction

The large zonal spatial gaps with high dynamic variability between the meridional lines in the Southern
Ocean are a significant challenge, which is addressed by the initial clustering step of the two-step recon-
struction approach used in this study (Landschiitzer et al., 2014; Gregor et al., 2019). Answering the scale-
sensitive sampling question for the Southern Ocean as a whole also required us to run OSSEs in the whole
Southern Ocean to evaluate clustering choices in two-step pCO; reconstructions through two OSSE sum-
mer and winter sampling scenarios. This provided the opportunity to also explore the impacts of winter

observational gaps on reconstruction outcomes.

Clustering-regression approaches are the state-of-the-art for observation-based pCO, estimates in var-
ious ocean carbon and biogeochemistry Working Groups in the global carbon community (Landschiitzer
et al., 2016; Gregor et al., 2019; Denvil-Sommer et al., 2019; Gregor and Gruber, 2021). However, in
filling the gaps in contemporary observation-based estimates of air-sea carbon fluxes with these two-step
methods, the lack of out-of-sample data is a serious challenge, particularly in data-poor regions like the Pa-
cific Ocean sector. The clustering choice must thus be made with diligence. The use of OSSEs to evaluate
clustering methods, the first step in robust two-step reconstructions of surface ocean pCO;, proved neces-
sary in Chapter 4. This was achieved by implementing three clustering-FNN regression methods from (1)
Fay and McKinley (2014) biomes (FMB), (2) mini-batch K-Means (MKM) and (2) seasonal cycle repro-
ducibility (SCR) of pCO,. Two OSSE sampling scenarios were considered: (1) SOCAT-only, which only
simulated the summer-biased underway SOCAT ship observations from the Nature Run; and (2) SOCAT +
WGM, where an idealized ship-based sampling strategy called winter gap mitigation (WGM) was added to

SOCAT-only to compensate for the winter observational gaps.

It was shown that while these cluster-learning approaches perform comparably throughout the Southern
Ocean, the ensemble average learning (ENS) combining the three approaches together significantly im-
proves the results and makes findings more robust and less clustering-method specific. The use of SCR

clustering in this thesis is not only a novelty but is also the only method out of the three clustering methods
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that explicitly considers the spatial characteristics of the seasonal cycle of surface ocean pCO,. This is very
important knowing that seasonality and its intra-seasonal modes can dominate variability in the Southern
Ocean. Therefore, the use of the physical-biogeochemical biomes (Fay and McKinley, 2014) and seasonal
cycle reproducibility sub-regions in the neural network represented a mean that improved on either one in-
dividually. The additional improvement from adding mini-batch K-Means derived clusters likely adds extra
information to the reconstructions that FMB and SCR may be lacking and reversibly. This highlights the
careful consideration of questions of spatial and temporal scale, especially where their interaction enhances

the mixed layer dynamics that influence the pCO, gradient ApCO; and the CO; flux Fc(,.

Chapter 4 showed that an ensemble of three clustering methods, the first step in the two-step pCO,
reconstructions, outperformed each individual method to reconstruct pCO; in the Southern Ocean. This
highlighted that the clustering ensemble could also contribute towards significantly reducing the RMSE and
MBE scores. This points to the need of a scale-sensitive sampling strategy that addresses the limitations and
strengths of the existing summer-biased ship-based and observation-based reconstructions in order “to get
over the wall”. The sensitivity of pCO, reconstructions was tested for two sampling strategies using USV
Saildrones in the Southern Ocean zonal circumpolar sampling and new orthogonal sampling strategies.
An OSSE framework was used to address the resulting questions (Section 5.1.1). It was found that the
contribution of the clustering methods to uncertainties of pCO, reconstructions showed a seasonal sampling
bias strength. For example, the percentage decrease in the ENS RMSE scores from the SOCAT-only scenario
to SOCAT + WGM was around 30% in general for most of the regions, up to 47% for the sub-Antarctic zone
(SAZ). On the other hand, the anomalies of mean seasonal cycle estimates in the Southern Ocean revealed

that if data are added in winter (e.g.: SOCAT + WGM), then the biases would drop down by about 85%.

Overall, these findings propose that an ensemble approach to clustering methods in two-step observation-
based reconstructions of surface ocean pCO; in the Southern Ocean can improve estimates beyond the

bounds of the current observations.

6.1.3 Getting "over the wall" through sampling of the meridional gradient
in both summer and winter

Chapter 3 highlighted sampling scales as the source of uncertainties and biases in pCO; reconstructions
in the Southern Ocean. More specifically, it highlighted two sampling scales of variability including the
seasonal cycle of the meridional gradient and the intra-seasonal variability which are critical to reducing
uncertainties and biases in pCO; reconstructions in the region. It showed that the seasonal cycle of the
meridional gradient was the first-order requirement and the intra-seasonal was second-order. This resulted
from findings within a small experimental model sub-domain of the Southern Ocean that high-resolution

orthogonal sampling with USV Saildrones was the most optimal and realistic strategy.
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It was found that a supervised integration of underway ships with high-frequency USV Saildrones si-
multaneously resolves high-resolution observations of the seasonal cycle of meridional gradients of surface
ocean pCO; in the Southern Ocean which contributes to a significant reduction of pCO, reconstruction
biases and uncertainties in the whole Southern Ocean and regionally. It was also found that the meridional
sampling with USV Saildrones outperforms the current zonal circumpolar sampling in the Southern Ocean

as a whole with a margin of about 10% in the percentage change of their RMSE scores.

Moreover, with recent technological advances in autonomous devices, the results of this thesis can help
to guide the design of new physical and biological measurement sensors and instruments, and ultimately to
determine if a new CO; observing platform will be cost-effective. There have been tremendous efforts to
improve sampling coverage in the Southern Ocean, but this thesis has shown that what matters the most is
not the quantity of surface ocean CO, observations but the sampling scales in both the high frequency and
meridional extent of these observations. This, I think, will help us get over this "wall" in terms of improving

pCO; reconstruction biases and uncertainties but will no doubt reveal further walls.

6.1.4 Proposed sampling strategy for the Southern Ocean

Certain regions of the Southern Ocean are characterized by seasonal variability and will not require to be
sampled at high temporal resolution such as better than 1 day. In these regions, the 10-day observational
frequency typical of floats (FLOATS), for example, would be sufficient. Here, autonomous observing plat-
forms such as the current existing floats can be utilized in these regions characterized by seasonal variability.
In Chapter 5, the results show that if FLOATSs sampling frequency is increased to 1 - 3 days that their impact
on reducing RMSE scores can be significantly improved by about 73% and 79% when deploying them in
the SAZ and PFZ, respectively.

However, in regions characterized by spatial variability, the commonly used 1°-by-1° gridding averages
pCO; values over those scales and that is a problem where we have strong frontal mesoscale gradients
such as the sub-Antarctic front. Therefore, a scale-sensitive sampling is required to close the spatially and
temporally observational gaps in the Southern Ocean. Based on the findings, I proposed a hybrid sampling
strategy that should reduce the RMSE and MBE to 30% by integrating summer underway ship sampling
with USV Saildrones for winter lines and 1-day period floats in regions of high dynamic variability and high

EKE activities.

6.2 Limitations of the study

USV Saildrones stand out to be essential because currently, it is the optimal autonomous ocean observing

platform whose strengths (high speed, wind- and solar-powered, etc.) can be leveraged to get the gradients
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of surface ocean pCO; as a substitute of the underway sampling along cruise tracks. The problem with other
autonomous devices such as FLOATS is that they follow the general circulation, and the Lagrangian currents
are zonal. In Chapter 3, it was found that this zonal sampling strategy was unable to resovle the meridional
gradients of surface ocean pCO,. However, even with USV Saildrones, there are not yet practical and sus-
tainable ways to pilot USV Saildrones against strong winds and across intense fronts in the Southern Ocean.
Therefore, when simulating orthogonal sampling from these platforms in the Southern Ocean (Chapters 3
and 5), the main assumption was that they were capable to resist the strong westerly winds. This assump-
tion, though not impossible to satisfy, constitutes one of the main limitations of our study because, in the
real world, winds are the major barrier to meridional sampling in the Southern Ocean, which only research

vessels have been able to carry out successfully.

It is not straightforward to determine the exact influence of underway SOCAT ship observations ver-
sus the USV-Saildrone observations, as the FNN-derived relationships between input variables and surface
ocean pCO; observations are non-linear. Therefore, these relationships hardly improve based on the ab-
solute observation size. Moreover, in data-sparse regions such as the Pacific Ocean sector of the Southern
Ocean, complex machine-learning algorithms are prone to overfitting the surface ocean pCO, data. In such
regions, using less complex regression algorithms such as multi-linear regression might reduce the risk of

overfitting.

The forced ocean model used as Nature Run in the OSSE sampling scenarios is of sufficient spatial
resolution to capture the main dynamics of the Southern Ocean, but it might not yet represent correctly the
spatial variability of surface ocean pCO, in the Southern Ocean. Due to this limitation, capturing the impact
of sub-mesoscale variability in regions of high dynamic variability remains uncertain in spite of the model
output being representative of the processes of interest in this thesis. For example, the BIOPERIANT12
ocean model sub-sampled does not capture the seasonal cycle of pCO, suggested by observation-based
reconstructions as presented in Figure 3.2. Given the aim of the thesis which is about investigating the sen-
sitivity of reconstructed mean annual of pCO, to sampling aliases (see Section 1.1.2), it was assumed that it
does matter if the model appears incorrect in terms of capturing the phasing of the seasonal cycle of pCO,
data products (Gregor et al., 2019; Landschiitzer et al., 2016). Even though the BIOPERIANT12 model
represents scales variability of interest, this is a limitation which might have some implications on such
experiments if the goal was to reconstrunct the seasonal cycle. Thus, if the seasonal cycle is not captured,
it could mean that the mesoscale would be driving away from the expected climatology. Furthermore, due
to the high dynamic variability and high eddy activities of the Southern Ocean, simulations in the OSSEs
are less likely to correctly match the spatial scales of underlying observing platforms. Therefore, simu-
lated observational scales of surface ocean pCO;, although comparable to underlying ocean CO, observing

platforms in terms of their temporal sampling scales, are likely biased towards their spatial ones.
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Moreover, in the Southern Ocean, which is known for its strong and persistent westerly winds, Rossby’s
deformation radius is particularly relevant for understanding the behavior of eddies. The strong westerly
winds create a gradient in the ocean’s rotation, which leads to the deformation of eddies with scales that are
on the order of Rossby’s deformation radius (Taylor et al., 2018). These eddies, known as mesoscale eddies,
play an important role in the dynamics of the Southern Ocean, as they transport heat and carbon across the
ocean (Taylor et al., 2018; Frolicher et al., 2015; Sallée et al., 2013; DeVries et al., 2017). Given that the
size of eddies is set by Rossby’s deformation radius which is smaller than 10 km in the Southern Ocean,
eddies in the region will likely be smaller. Therefore, whether 10 km is sufficient for the BIOPERIANT12

ocean model to be an eddy-resolving ocean model or not becomes a possible area of the study’s limitations.

Despite the random sub-sampling of the model outputs, the resulting pseudo-observations might not be
independent if two neighboring measurements end up in the training and validation datasets. For example,
Jones et al. (2012) show that the autocorrelation length of ship-based measurements is 400 £ 250 km. There-
fore, the spatial autocorrelation can temper the independent assumption of training and validation samples.
In case, if this assumption is violated, some training and validation samples would basically be as if we
used the same data due to their proximity in space. This issue is independent of using best practices in
the training of machine learning models and has likely affected other experiments that used SOCAT for the
reconstruction of surface ocean pCO,. This is also one of the problems the clustering step, in the two-step
reconstruction approach, tries to resolve. However, with multiple-year data, the split between training and
validation subsets based on a random subset of years in the time series instead of randomly sub-sample the

whole data will resolve a similar issue which could emerge due to auto-correlation in time.

6.3 Recommendations for future work

This thesis addressed a potentially important gap in our current knowledge of the ocean carbon sink estimates
and provided suggestions on how the global carbon cycle community can improve current estimates of the

Southern Ocean carbon fluxes, through an improved sampling strategy and clustering approach.

6.3.1 Two-step reconstructions and ensemble clustering

The supervised clustering approach, based on the seasonal cycle reproducibility of surface ocean pCO; in
the Southern Ocean, proposed in Chapter 4 needs to be tested globally. This will require high-resolution
physics-biogeochemical ocean model outputs for the OSSE synthetic truth in order to resolve intra-seasonal
variability. As shown in Chapter 3, intra-seasonality, if not resolved, constitutes a challenging factor in re-
ducing uncertainties and biases of the mean seasonal cycle of CO, fluxes estimates due to temporal sampling

aliases.
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One general caveat is that the numerical ocean biogeochemistry model providing sufficiently high-resolution
output is suitable for representing the environmental reference or synthetic truth in the OSSE. This allows
the sub-sampling of the training datasets in various OSSE sampling scenarios and withholds enough datasets
to effectively test all the underlying methods. Given a clustering choice, the first step in the two-step pCO,
reconstructions controls whether the FNN regression step has too much freedom for the training data. A
substantial analysis in Chapter 4 revealed that an ensemble of clusters, rather than a single one, was to have
the greatest impact on the reconstruction uncertainties and biases. Based on these results, I recommend an

ensemble of clustering methods in the two-step reconstruction of pCO; in the Southern Ocean.

6.3.2 Scale-sensitive sampling: closing the seasonal and intra-seasonal gaps

Unlike other autonomous sampling platforms such as floats, USV Saildrone deployments can be built from
prior data-coverage knowledge in a data-sparse region. However, though not necessary, USV-Saildrone
planned tracks can be based on prior knowledge of water mass properties, mean frontal locations (zonal
sampling), mean circulation and eddy variability (both zonal and meridional sampling), winds (meridional
sampling), air-sea heat/carbon exchange, and USV simulations in the Southern Ocean. In the development
of our understanding of the importance of scale-sensitive sampling in reducing biases and uncertainties of
pCO;, reconstructions in the whole Southern Ocean and regionally in Chapters 3, 4 and 5, it was shown that
USV-Saildrone observation at high-resolution of the seasonal cycle of the meridional gradients of surface
ocean pCO, was necessary. However, given that these experimental results are all based on synthetic truth, I
recommend the application of the OSSE framework with different numerical ocean biogeochemistry models

to validate the findings.

However, when comparing the overall OSSE sampling scenarios in Section 5.4.4, results particularly
highlighted the impact of the Antarctic zone (AZ) sampling gaps in the various sampling strategies of USV
Saildrones due to their inability to reach the southmost areas of AZ. This was the reason why SOCAT + WGM
consistently outperforms the USVs, which reveals that USV Saildrones do not answer all the observational
needs in the Southern Ocean. This proves that in closing the seasonal sampling gaps in the Southern Ocean,
winter underway ship sampling in the sea-ice zone is still necessary, but it is not clear which sector (Pacific,
Atlantic and Indian) and how many meridional winter lines are necessary to supplement the proposed USV

Saildrone lines. This is an issue that requires further investigation.

Resolving intra-seasonal scales in Chapter 3 resulted from the high sampling frequency of USV Sail-
drones and Wave Gliders. Argo floats equipped with biogeochemical sensors, require more coordinated
deployments to resolve the intra-seasonal variability than USV Saildrones and Wave Gliders can resolve
due to their hourly sampling frequency. Therefore, sampling the surface ocean pCO, at the correct interval

is critical. That is why, based on these results, I recommend a 1-2 day sampling period for autonomous
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observing platforms to complement the underway ship sampling and close the seasonal sampling gaps in
the Southern Ocean. Moreover, based on the sampling period sensitivity analysis, Monteiro et al. (2015)
showed that to achieve a 10% uncertainty threshold in the Southern Ocean as indicated by Lenton et al.
(2006) as necessary, a sampling period of 1-3 days was required for areas of high eddy kinetic energy and
elevated sub-seasonal dynamics. It remains an open research question how to close the seasonal sampling
bias in surface ocean CO, observations in the Southern Ocean. Therefore, what would happen if winter
underway ship sampling occurred on routes different from underway SOCAT ship routes requires further

investigation.

Furthermore, given the focus of the thesis as stated in Section 1.1.2, what is important is that the BIOPE-
RIANT12 ocean model is correct in terms of modes of variability and not necessarily in absolute magni-
tudes. The BIOPERIANT12 ocean model reflects the characteristics of variability intra-seasonal vs sea-
sonal, observed from ocean-observing robotics (Monteiro et al., 2015; Nicholson et al., 2022). Therefore, a
question requiring further investigation would be whether those modes of variability are present in the four
selected Earth system models (ESMs) used in Gloege et al. (2021). A weaker simulation of intra-seasonal
variability in the ESMs would translate into models performing well at the seasonal cycle mode. Notwith-
standing the evidence provided by Gloege et al. (2021) regarding the robustness of pCO, reconstructions at
the seasonal cycle mode, it does not matter whether the model appears to be correct because either way, the
machine learning algorithms used in the reconstructions will try to capture the hidden features (such as the

seasonal cycle) of the data it has been trained on.

6.3.3 Observing system simulation and real-world application

There is a few considerations of the real-world application of the suggested observational network strategy
due to the consideration of the observational limitation of satellites. When applying the model-world results
into the real world, two important consideratios should be made: (1) satellite chlorophyll-a concentrations
are not fully available in high-latitude regions during winter, and (2) satellite observations are not com-
monly available as less than 3-day merged products. Therefore, I think taking Chlorophyll-a climatology
is the best possible option to achieve the reconstruction of temporally complete fields as it is usually done
for the mixed layer depth (Landschiitzer et al., 2014). This approach is being used in major observational-
based reconstructions of surface ocean pCO, using machine learning techniques (Landschiitzer et al., 2016;
Gregor et al., 2019; Gloege et al., 2021). However, this remains a serious caveat that I recommend fur-
ther investigation in a future study. Moreover, while Gloege et al. (2021) focused on quantifying errors in
observational-based pCO; reconstructions by sub-sampling the model using only SOCAT ship tracks, the
thesis investigated not only the limitations due to seasonal sampling biases that ship-based observations

present but also demonstrated how autonomous observing platforms could be leveraged in the future to sup-
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plement ship-based observations. This will help reduce biases and uncertainties in pCO, reconstructions
in the Southern Ocean. However, the BIOPERIANT12 ocean model used for this study does not captures

current observation-based estimates of the season cycle phasing (cf. Section 3.2.3).

Therefore, it remains unclear how this limitation impacts the results. The impact of the reconstruction un-
certainties and biases on the seasonal cycle on the interannual and decadal variability and trends, especially
divergences in respect of forced ocean models (Hauck et al., 2020), needs to be investigated by the commu-
nity. This investigation is a priority beyond this study and require multi-year runs of mesoscale-resolving
ocean model simulations. Gloege et al. (2021) used medium-resolution Earth system models that do not re-
solve the sub-grid scale dynamics which are explicitly simulated in BIOPERIANT12, the ocean model used
in the thesis. However, even if the medium-resolution models can improve reconstruction (Gloege et al.,
2021), we will still need a high-resolution model like BIOPERIANT12 because it resolves the mesoscale
which is critical to investigate the sensitivity of reconstructed mean annual of pCO; to sampling aliases. In
addition, the authors looked at the performance against SOCAT data and did not take the same sensitivity
analysis that this study does by including not only SOCAT ships but also autonomous sampling platforms.
Thus, it is hard to draw direct critical evaluations of one approach against the other. A further study will
be required to make an adequate comparative analysis on different timescales with Gloege et al. (2021)’s

results, when multi-year runs of mesoscale-resolving ocean model simulations will be available.

The Southern Ocean is a very complex system with high dynamic variability and eddy activities. The
complexity of the region’s physical and biogeochemical systems involved in the ocean CO; sink makes it
difficult to understand, assess and quantify. Independent observation-based estimates of these oceanic CO,
sink magnitudes and their geographical distributions are significantly inconsistent and have large uncertain-
ties and biases, particularly in the Southern Ocean, a data-sparse but globally important region. Therefore,
if future greenhouse warming due to anthropogenic CO, emissions and associated climate changes are to
be predicted, these observation-based estimates of CO; sinks in the ocean must be derived with relatively

small errors, which also required improvements in the ways observations are done.

As our understanding of ocean systems and climate links improves with our increasing modelling ca-
pabilities and computational power, data collection has become more than ever perhaps the most impor-
tant contribution of the global carbon community. The continuation and expansion of observational efforts
in the Southern Ocean is a necessity due to its complex evolving nature and the vital role it plays in the
non-stationary context of climate change through anthropogenic CO, uptake. Therefore, the emerging op-
portunity to use USV Saildrones for orthogonal sampling in the Southern Ocean areas and seasons where
underway ships cannot reach needs to be further explored, particularly since these autonomous platforms

provide, for the first time, hourly surface ocean pCO; observations from the circumnavigation of Antarctica.



Supplementary Assets

131



Asset A

Parameterization of the FNN and GBM regression

The Feed-forward Neural Network (FNN) is a class of neural network algorithms that is the most commonly
used as anon-linear approach in the surface ocean pCO; reconstruction community (Bushinsky et al., 2019;
Denvil-Sommer et al., 2019; Gloege et al., 2021; Gregor et al., 2019; Gregor and Gruber, 2021; Land-
schiitzer et al., 2016; Rodenbeck et al., 2015; Zeng et al., 2017). The Gradient Boosting Machines (GBM)
is a widely used machine learning algorithm due to its efficiency, accuracy, and interpretability (Natekin and
Knoll, 2013; Gregor et al., 2019; Gregor and Gruber, 2021; Ke et al., 2017). An implementation of GBM,
called Light GBM was used in the thesis. Both machine learning algorithms (FNN and LightGBM) come
with many hyper-parameters that are simply parameters whose values are not determined by the training but

needed to control the learning process or training of an algorithm. A few of these hyper-parameters for both

FNN and LightGBM are present in Table A.1.

Table A.1: A few hyper-parameters of both FNN and LightGBM algorithms and their usage.

Algorithms | Hyper-parameters Usage/Descriptions
loss function Determines how "quickly” the gradient updates follow the gradient direction.
. Compares the network’s output for a training example against the intended
learning rate
FNN ground truth output.
Large hidden layers cqwertyan allow the neural network to fit the training
number of hidden layers data arbitrarily well, but because regularization is typically used, it is mostly
important to just use large hidden layers.
Used in the "early stopping" principle to simply stops training once
number of training iterations Y SIOppIng p' .p P y P . g
performance on a held-out validation set stops increasing.
maximum depth Sets a limit on the depth of tree. It is effective in controlling overfitting.
number of leaves Specifies the number of leaves in a tree
bagging fraction Specifies the fraction of data to be considered for each iteration.
number of iterations Specifies the number of iterations to be performed.
LightGBM | maximum bin Specifies the maximum number of bins to bucket the feature values.
minimum data in bin Specifies the minimum amount of data in one bin.
categorical feature Specifies the categorical feature used for training.
feature fraction Specifies the fraction of features to be considered in each iteration.
task Specifies the task we wish to perform which is either train or prediction.
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The SHIP, FLOAT, WG, nUSYV Saildrone experiments

Table B.1: Summary of all the 8 semi-idealized ocean system simulation experiments (OSSE-8) conducted in this
study. The simulated ocean observing platforms (SHIP, FLOAT, WG, and nUSV Saildrone) correspond to their real-
world counterparts (ship, carbon-float, Waveglider, and Saildrone) used in the SOCAT project, SOCCOM initiative,
and SOCCO program and by Saildrone Inc., respectively. The sampling regimes or scenarios represent the periods in
which the data sampling phase of different experiments occurred according to the temporal scales of the underlying
platforms. Note that the observing platforms Waveglider and float have two scenarios each based on the fact that
they are deployed either in the north (SAZ) or south (PFZ) of the 10°-by-20° experimental domain. Experiment
abbreviations together with their subsequent scenarios (defined by the sampling regimes/scenarios) are used in figures
and throughout Chapter 3.

Ocean Observing Platforms Sets Sampling Regimes Experiments
Summer (smr) SHIP(smr)
Ships (SOCAT-like) SHIP Summer + Winter (smr+wtr) SHIP(smr+wtr)
Autumn + Spring (aut+spr) SHIP(aut+spr)

SHIP(smr) + FLOAT(SAZ)
Floats (SOCCOM-like) | SHIP + FLOAT SHIP(smr) + FLOAT(PFZ)

SHIP(smr) + FLOAT(SAZ+PFZ)

Summer (smr) + One year round

SHIP(smr) + WG(SAZ)
SHIP(smr) + WG(PFZ)

Wavegliders (SOCCO-like) SHIP + WG

Saildrones (Saildrone Inc) SHIP + nUSV SHIP(smr) + nUSV

(a)

Surface ocean pCO; [uatm]

Root mean squared error [uatm]

(’) 5‘0 1(I)0 15‘:0 260 2%0 360 3%0

time (days)
Figure B.1: (a) shows one-year time series plots (dashed lines) of the variability of pCO; at single-model grid cells
on the SHIPline (2.5°E) and in solid lines the 10-day rolling mean (i.e., low-pass filtered pCO2 where the duration is
set to 10 days). We used the following single model grid cells: 42°S, 2.5°Ein the Sub-Antarctic Zone (SAZ); 44°S,
2.5°E on the Sub-Antarctic Front (SAF); and 47°S, 2.5°E in the Polar Frontal Zone (PFZ). (b) shows the RMSE map
of the difference of the 10-day rolling mean from the daily model pCO; in the study domain divided by the SAF (black
dashed line, Figure B.1b) into two sub-domains: the SAZ and the PFZ. This RMSE gives us a statistical understanding
of what the uncertainty might be if we sampled at a 10-day rate.
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Figure B.2: Reconstruction anomalies for all the three SHIP experiments where the idealized ship sampled the do-
main based on the three sampling regimes, SHIP(smr) for summer, SHIP(smr+wtr) for summer and winter, and
SHIP(aut+spr) for autumn and spring. (a), (b) and (c) show the maps of the reconstruction anomalies from these
experiements , while (d) shows the corresponding anomalies of the mean seasonal cycle reconstructions.

The resulting root mean square error, mean absolute error, mean bias error and Pearson correlation coef-
ficient from the SHIP(smr+spr) experiment were 7.07 patm, 5.5 patm, 3.57 patm and 0.72, respectively.
Results from the SHIP(smr) and SHIP(smr+wtr) experiments were presented (Table 3.1) and discussed in

the main text.
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OSSEs in the Southern Ocean as a whole

SOCAT—onIy
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Figure C.1: Nature Run (true model) surface ocean pCO, (j) and reconstructed surface ocean pCO; based on the
three-member ensemble average derived from SOCAT-only (a), SOCAT + WGM (i) and multi-platform integrated
systems (b-h).

SOCAT-only SOCAT + zUSV[1] SOCAT + mUSV[CPT] SOCAT + mUSV[RIN] SOCAT + mUSV[HBT] SOCAT + mUSVIAPC]
o - o P po

15 10 5 0 5 10 15
Nature Run minus reconstructed surface ocean pCO, (patm)

Figure C.2: Differences between the Nature Run (true model) surface ocean pCO, and reconstructed surface ocean
pCO, based on the three-member ensemble average derived from SOCAT-only (a), SOCAT + WGM (i) and multi-
platform integrated systems (b-h).
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