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Abstract: Data from the Ocean Color component of the Aerosol Robotic Network (AERONET-OC)
have been extensively used to assess Ocean Color radiometric products from various satellite sensors.
This study, focusing on Ocean Color radiometric operational products from the Sentinel-3 Ocean
and Land Colour Instrument (OLCI), aims at investigating where in the European seas the results of
match-up analyses at the European marine AERONET-OC sites could be applicable. Data clustering
is applied to OLCI remote sensing reflectance Rgs(A) from the various sites to define different
sets of optical classes, which are later used to identify class-based uncertainties. A set of fifteen
classes grants medium-to-high classification levels to most European seas, with exceptions in the
South-East Mediterranean Sea, the Atlantic Ocean, or the Gulf of Bothnia. In these areas, Rgs(})
spectra are very often identified as novel with respect to the generated set of classes, suggesting
their under-representation in AERONET-OC data. Uncertainties are finally mapped onto European
seas according to class membership. The largest uncertainty values are obtained in the blue spectral
region for almost all classes. In clear waters, larger values are obtained in the blue bands. Conversely,
larger values are shown in the green and red bands in coastal and turbid waters.

Keywords: optical water types; remote sensing reflectance; AERONET-OC; classification; ocean color;
OLCI; validation

1. Introduction

The quantification of the accuracy of satellite-derived normalized water leaving radi-
ance (Lwy(A)) or remote sensing reflectance (Rgrg(A)) is the matter of extensive validation
programs. The Ocean Color component of the Aerosol Robotic Network (AERONET-OC)
was conceived to support the assessment of satellite radiometric products, with automated
radiometers providing values of Ly (A) in a variety of water types [1,2]. In the European
seas, nine sites have produced a substantial amount of data in coastal areas (Figure 1). They
are generally considered representative of:

Case 1 waters, with the Casablanca (CSP) site in the Western Mediterranean Sea;
Optically complex waters with varying concentrations of sediments and chromophoric
dissolved organic matter (CDOM) with the Acqua Alta Oceanographic Tower site
(AAOQOT) in the northern Adriatic Sea, the Galata Platform (GLT), and the Section-7
Platform (ST7) sites in the Black Sea and the Thornton-C-Power (TCP) site off the
Belgian coast [3];

e  Optically complex waters with high concentrations of CDOM, with the Gustaf Dalén
Lighthouse Tower (GDLT), the Helsinki Lighthouse (HLT), and the Irbe Lighthouse
(IRLT) sites in the Baltic Sea;

e  Highly turbid waters with the Zeebrugge-MOW (ZEE) site in nearshore waters off the
Belgian coast [4].
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Figure 1. Location of the European AERONET-OC marine sites.

Therefore, the European AERONET-OC sites cover a significant range of natural
optical variability, and several works benefit from their data to assess the uncertainties of
various Ocean Color radiometric products derived from various satellite-borne sensors.
In fact, most validation data used for some European seas from a variety of missions are
coming from AERONET-OC [5-9]. The results of these analyses are often presented site
by site (e.g., [5,7,10-12]), with sites grouped by regions [13-15] or by water types as listed
above (e.g., [6,9,16]). Among other sensors, Ocean Color products from the Copernicus
Sentinel-3A and Sentinel-3B (S3A and S3B) Ocean and Land Colour Instrument (OLCI)
have also been assessed with AERONET-OC data by, e.g., [6,14,16-21].

This study aims at investigating where in the European seas the results of match-up
analyses between OLCI and AERONET-OC data at these sites could be applicable, besides
the area close to the AERONET-OC sites themselves. It relies on a framework of optical
clustering and classification under the assumption that uncertainty estimates are similar
for similar optical water types (OWTs) [11,22-26]. In [27], Moore and colleagues assessed
SeaWiFS and MODIS-Aqua Rgs(A) uncertainty metrics based on OWTs, showing a de-
pendence on water types. Jackson and colleagues [25] used this framework to provide
per-pixel uncertainty values for Ocean Colour Climate Change Initiative (OC-CCI) prod-
ucts. Liu and colleagues [26] finally relied on it to provide per-pixel uncertainty estimates
for MERIS-derived chlorophyll-a products. Additionally, optical water classes were used to
provide a class-based performance of Rgs(A) or Liyn (A) products derived through various
atmospheric correction algorithms by, e.g., [11,28,29]. This framework is indeed supported
by the observation that validation statistics significantly vary across sites generally as-
sociated with different water types (e.g., [12]); in the specific case of OLCI radiometric
products, a clear dependence of validation results on water type and optical complexity
was demonstrated in [6].

In this work, Rgs(A) values over AERONET-OC sites were first used to define a
classification scheme. This classification scheme was later used to verify to what extent the
rest of the European sea waters can be classified through optical classes encountered at
the AERONET-OC sites. As a second step, this classification scheme was applied to map
validation statistics results associated with OLCI Rgs(A) radiometric products at European
AERONET-OC sites over all European seas.

2. Materials and Methods
2.1. AERONET-OC Data

Lwn (M) data were obtained from the various European AERONET-OC marine sites.
Only data from the latest years were considered: starting from 2017, in fact, new radiometers
(CE318T) were deployed at the various sites [2]. These instruments provide Ly x(A) at
11 center-wavelengths almost overlapping most OLCI bands, reducing the uncertainties
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that could be introduced by the use of band-shifting techniques when comparing field and
satellite data [30,31].

For all sites, in situ Rgs(A) were obtained from Level 2 quality-checked Ly (A) data
corrected for bidirectional (BRDF) effects, following [32] (which is a standard AERONET-
OC radiometric product), according to Equation (1):

Ras() = S0t 0

where Fy(A) is the mean spectral extra-atmospheric irradiance from [33]. Clustering was
applied to in situ data after normalizing Rrs(A) by its spectrally integrated value to obtain
anormalized Rgg(A), i-e., nRrs(A), as in Equation (2):

Rprs(A
iRes () = — s ) &)
/ A, Rrs(A)dA
where A1 = 412.5 nm and A, = 665 nm. Clustering and consequently classification thus
focused on the spectral shape rather than the amplitude of Rgs(A) [34,35]. Finally, more
than 37,000 spectra were included in the cluster analysis.

2.2. Satellite Data

Clustering was also applied to satellite OLCI data. Level 2 Ocean Color products
(reduced resolution RR, Collection 3 [36]) from both S3A and S3B satellites were obtained
from the Data Centre of the European Organisation for the Exploitation of Meteorological
Satellites (EUMETSAT). OLCI Rgs (M) values were derived from standard atmospherically
corrected reflectance products, corrected for BRDF effects following [32] and excluding
unreliable pixel values applying the recommended flags [36]. Since slightly negative values
are accepted by quality flags, in order to avoid handling negative values in the clustering,
an offset of 0.00185 sr—! was applied to Rgs(A) data. This value is the largest negative
value (divided by 7) admitted by exclusion flags for reflectance in the 412.5-665-nm range
in OLCI products (as in the OL_2_ACP_AX Auxiliary data file). Note that this same offset
was applied to AERONET-OC data before normalization as well, for consistency.

Rgs(A) values were obtained over each AERONET-OC site, extracting all the pixels
in a 3 x 3 window centered at the site location, from April 2016 to March 2023. Extracted
data were excluded whenever any of the 9-pixel values was flagged to reduce the risk
of cloud contamination. Some pixels passed quality flag filtering even when showing
unrealistic spectral shapes typical of ‘clear waters’ at the Baltic, North, and Black Sea sites,
which are never encountered in in situ time series. These pixels were thus excluded before
clustering, discarding the whole spectrum when Rzg(490) < Rgs(412) in the Black Sea or
Rgs(510) < Rgg(412) in the Baltic Sea. Finally, about 61’000 spectra were included in the
cluster analysis.

AERONET-OC and OLCI match-ups were built for both S3A and S3B data using
extracted data at each site, as in [7]. Data from the older model of radiometers (CE318)
were considered, and Ly () values were band-shifted to corresponding S3-OLCI center-
wavelengths, following [30], only for the ZEE and TCP sites, where only CE318-type
instruments were deployed.

Finally, the whole 2022 S3-OLCI time series over Europe (min/max longitude: 24.5°W,
44.7°E; min/max latitude: 29.5°N, 67.4°N) was instead used to apply the classification
schemes at the scale of the European seas. In this second step, OLCI products were binned
into a regular grid with a sinusoidal projection with cells of 1 x 1 km at the Equator, i.e.,
0.008 deg. This facilitated the calculation of classification statistics on a regular grid. The
same offset of 0.00185 sr~! and normalization were also applied before classification.
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2.3. Data Clustering

Clustering was first applied to in situ data considering all available Rgg(A) spectra at
center-wavelengths between 412.5 and 665 nm for the overlapping OLCI and AERONET-
OC center-wavelengths [2]. The 400 nm band, for which the highest uncertainties have
been reported for OLCI [6], and the near-infrared bands, considering the large uncertainties
affecting AERONET-OC Rgs(A) in this spectral region, were excluded [2,6]. At this stage,
ZEE and TCP data were also excluded to avoid introducing unpredictable uncertainties
due to band shifting. The set of classes generated by clustering in situ data is hereafter
referred to as ‘in situ’ set.

Secondly, a cluster analysis was performed with satellite-derived spectra over all
European sites in two different configurations. In the first one, AERONET-OC sites were
considered individually, and a set of clusters was created for each site. In fact, since
validation results have been usually presented per site or group of sites, this configuration
was useful in identifying where validation results for the various AERONET-OC sites
could be directly extended in the European seas. The sets of classes derived from this
configuration are hereafter indicated as the ‘OLCI-XX" sets, where XX is meant to be
replaced by the name of the various sites. In a second configuration, all the spectra from all
the sites were considered as a bulk, and a single set of classes was generated. This second
configuration was used in the second part of the analysis, i.e., to estimate class-based
validation statistics and to characterize their distribution in the European sea waters. The
set of classes derived in this second configuration is hereafter identified with ‘OLCI-all’ set.

As in [34], an ISODATA unsupervised classification algorithm (the Iterative Self-
Organizing Data Analysis Technique [37]), as implemented in the ENVI 5.7 software (ISO-
DATA, 2023, https:/ /www.I3harrisgeospatial.com/docs/ISODATAClassification.html),
was applied for data clustering to generate optical water classes. ISODATA differs from
other k-means clustering algorithms, since it automatically adjusts the number of clusters
during the clustering iterative process. Each cluster is in fact split whenever its spectral
standard deviation exceeds a predefined threshold isoy,;, whereas clusters are merged
whenever their distance is below a given threshold iso;. These two parameters, isog,; and
isog, still need to be defined by the user. Additional parameters of ISODATA are the target
number of clusters and the maximum number of cluster pairs that can be merged at each
iteration. The choice of all these parameters, which is quite arbitrary but strictly depends
on the number of bands associated with the input data and on the input data itself, is
discussed later in this manuscript.

2.4. European Sea Water Classification

For each set of clusters, classes were defined by mean spectral values . and related
covariance matrix X2 for each class ¢ from the population assigned to each cluster, as
conducted in previous works, e.g., [22,25,34]. To relate a given spectral Rgrs(A) value i to a
class c, its class membership value p(c, i) was calculated according to the following:

ple,i) =1~ P(A2(0),n) ©)

where P is the cumulative x? distribution function with n degrees of freedom [38] of the
Mahalanobis distance A2:

A2(i) = (i—ue) 22 (i — ) )

The class showing the highest class membership was then assigned to the spectral value i.
The total membership p;(i) was calculated as follows:

N
pi(i) = Zl p(c,i) (5)

c=


https://www.l3harrisgeospatial.com/docs/ISODATAClassification.html
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Spectra with a maximum class membership close to nil (in practice, lower than 1078, as
in [29]) were considered unclassified, and class 0 was assigned. For these spectra, p;(i) was
set to 0.

The “in situ” set of classes was first used to classify matching (i.e., quasi-synchronous
data pairs) OLCI and AERONET-OC spectra in order to evaluate the coherence of their
respective classification. Considering the high rate of misclassification obtained when
classifying OLCI spectra with the “in situ’ set (see Section 3) and that OLCI-derived Rgg(A)
spectra are ultimately the data that need to be classified, OLCI-derived sets of classes were
used to complete the following steps of this work.

Both the ‘OLCI-XX’ set and the “‘OLCI-all’ set were thus used to classify the nRgg(A)
spectra from the 2022 time series of OLCI binned data over the European seas. Mean class
membership and mean total membership values were calculated over the bin, and a class
was assigned to each bin and each day. The frequency of occurrence of each class for each
bin was also calculated for the whole year. When using the various ‘OLCI-XX’ sets, the
classification was repeated for each set of classes, i.e., for each site. For each bin and day,
the site for which the largest class membership was obtained was considered the most
representative. Class membership was preferred to the total one to avoid that the number
of classes at each site could affect the results.

Finally, in order to detect those areas not well represented by AERONET-OC site
OWTs, a novelty detection approach was applied [39,40]. In fact, the total membership in
the form expressed here does not have any constraints: it can exceed 1 and the selection
of any minimum value of p;(i), indicating a low or high membership is quite arbitrary.
As in [39,40], a spectrum i was considered novel whenever A2 (i) from its assigned class
¢ was higher than 12.017, which translates to a p(c, i) of 0.1. In fact, for a given normal
multivariate distribution, 90% of the members should show a A? value below a certain
threshold, which is 12.017 in the 7-dimensional case [41,42].

2.5. Class-Based Statistics

Aiming at determining the uncertainties related to each class (ideally representing a
specific water type), OLCI Rgs(A) values were assessed against in situ data for each class.
The centered root mean squared difference RMSD,,(c, A) [24] was calculated for each class
c at each AERONET-OC center-wavelength A as follows:

RMSD, (¢, A) = / RMSD? (¢, A) — 82(c,\) ©)

. 2
ey ple,m) x (Rt (n) — RRECI(N))

RMSD(c,\) = 7)
(&) Yoy ple,m)
rM (Rgggf;; (\) — Rggifo\)) x p(c,m)
o(c,\) = i - 8)
Vs plc,m)

Match-ups of in situ and OLCI data were classified using the ‘OLClI-all” set classifi-
cation scheme. In total, 1047 and 983 match-ups from S3A and S3B, respectively, were
considered. The class membership calculated for the OLCI spectra was generally con-
sidered; however, for those spectra showing unrealistic shapes (56 and 58 cases for S3A
and S3B, respectively, identified as in Section 2.2), the class and the class membership
values of the corresponding in situ spectrum were instead applied to avoid distorting
validation statistics. Finally, 7% of the match-ups whose spectra were identified as novel
were excluded from match-up statistics calculations.

According to the class statistics definition by [25], RMSD(c,A) and the bias d(c,A)
were calculated weighting the contribution of match-ups m through the class membership
values p(c, m) of each OLCI spectrum, as in Equations (7) and (8), where M is the number
of match-ups and R%s’f# (A) and Rgéﬁf (A) are the Rgg(A) values of the m-th spectrum from
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AERONET-OC and OLCI, respectively. As in [25], p(c, m) values lower than 0.001 were
set to 0. The sum of the p(c, m) values within each class represents the effective number
of match-ups P, contributing to each class statistics computation. RMSD(c,A) and é(c, A)
values were calculated considering S3A and S3B data separately. RMSD,,(\) values were
thus calculated for the 2022 OLCI time series, assigning to each bin Rgs(A) value i, for each
day, a weighted RMSD,, (i, \) value, calculated as follows:

YN p(c,i) x RMSDy(c,A)

RMSD,(i,\) e

©)

Yearly mean values were finally mapped for S3B and S3A, separately.

3. Results
3.1. ISODATA Parameters

As anticipated, the choice of ISODATA parameters is quite arbitrary. Their choice
was a compromise to maximize the mean total membership p; calculated on the whole
clustering dataset and to also avoid p; values largely above 1, while granting at least a
mean p; value of 0.8 at each site in the satellite data clustering. The total membership was
in fact considered medium or high when above 0.3 and 0.8 respectively, as in [29]. iso4
was finally set to 0.0006 and is04; to 0.0015. The target number of clusters was set to 50,
largely above the number of clusters expected, to avoid limiting the iterative process. The
maximum number of cluster pairs to be merged at each iteration was set to 5. Finally,
to avoid the formation of under-represented clusters, a lower limit of 300 spectra per
cluster was selected, with the exception of HLT single size configurations, for which a
minimum of 150 spectra was set instead. The same parametrization was used for the in
situ data clustering.

3.2. Clustering Results

Fourteen clusters were obtained from the in situ data, whose mean nRgg(A) val-
ues were used to define the ‘in situ’ set of classes. From class 1 to class 14 (Figure 2),
nRgs(A) mean spectra show their spectral maximum gradually moving from 560 nm for
optically complex, CDOM-dominated waters to 490 nm for optically complex waters with
varying concentrations of sediments and CDOM and to 412 nm for clear, blue waters.
Also, nRgg(665) generally decreases from class 2 to 14. Again, ZEE and TCP, where only
CE318-type instruments were deployed, were not included in this cluster analysis to avoid
including unknown uncertainties derived from the band-shifting correction needed to align
these sites center-wavelengths to those deployed at the other sites.

As anticipated, this set of classes was used to classify the in situ and satellite spectra
of 1047 and 983 match-ups from S3A and S3B, respectively. The confusion matrix in Table 1
reports a comparison of the classes of highest memberships obtained for the two types
of data and shows that the percentage of misclassified S3A-OLCI spectra (i.e., highest
class membership associated with a different class with respect to the field data) often
exceeds 50% (from 8% for class 14 to 81% for class 10). This means that differences observed
between match-up Rrs(A) data (e.g., [6]) are often sufficient to impact the relative class
memberships. This being said, the majority of the misclassified spectra are usually assigned
to classes adjacent to the correct one. The spectral angle mapper (x) was used to identify
spectral similarities among the classes. For each couple of classes j and k, o« was calculated
as (in radians) follows:

, 1 Ny <uj,uk>
rk = 17 -1
=, | ™

S "
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where N, is the number of bands (i.e., 7); <uj, pk> is the dot product of class mean spectrum

vectors; and H ujH and ||pg|| are the Euclidean norms of the same vectors. Considering
an arbitrary « value of 5° as a maximum to define ‘adjacent’ classes, the percentage of
well-classified spectra raises in all classes. Considering an o value of 10°, more than 90% of
the spectra are well classified in all classes. However, since most of the following analysis
is focused on classifying OLCI data, OLCI-based clusters are preferred to the ‘in situ” set.

41

0.008 1

__0.006-

NRgs (-

0.004 -

0.002 1

-+ 11

00 450 500 550 600 650 |* 12
Wavelength (nm) + 13
& 14

0.000
4

Figure 2. Spectral classes represented by mean and standard deviation (through error bars) values of
the fourteen clusters identified by ISODATA from in situ nRgg(A) spectra at the coastal European
AERONET-OC sites considered as a bulk (“in situ’ set).

Table 1. Confusion matrix obtained applying the ‘in situ” set to S3A and S3B OLCI (along columns)
and AERONET-OC (along lines) match-ups (M = 1819). % of correctly classified spectra (Correct), %
of spectra correctly classified or classified in an adjacent class with & = 5° («s5) and with o = 10° (19).

OLCI Classes
1 2 3 4 5 6 7 8 9 10 11 12 13 14 Correct (%) s (%) 19 (%)
1 22 3 9 1 0 0 0 0 0 0 0 0 0 0 63 63 97
2 37 28 23 14 0 0 0 0 0 0 0 0 0 0 27 50 100
- 3 15 6 48 14 1 0 2 0 0 3 0 0 0 0 54 61 94
@ 4 0 0 13 43 12 0 29 2 0 2 0 0 0 0 43 54 98
E 5 0 0 7 1 69 10 17 0 0 2 0 0 0 0 65 66 98
J 6 0 0 0 0 9 46 4 25 6 3 0 0 0 0 49 54 90
(@) 7 0 0 0 4 16 6 52 15 3 12 1 0 0 0 48 67 99
L[T‘I_] 8 0 0 0 0 0 10 2 58 20 6 1 0 0 0 60 82 99
Z |9 0 0 0 0 1 0 0 1 21 1 3 0 0 0 78 85 9%
8 10 0 0 0 0 0 0 0 0 1 10 27 14 0 0 19 73 100
Eﬂl 11 0 0 0 0 0 0 0 0 0 2 16 17 1 0 44 97 100
12| 0 0 0 0 0 0 0 0 0 1 5 22 7 0 63 97 100
13 0 0 0 0 0 0 0 0 0 0 2 4 14 4 58 92 100
14| 0 0 0 0 0 0 0 0 0 0 0 2 0 9 82 82 100

For OLCI data single sites clustering, the number of clusters varied site by site, as
shown by the mean nRgs(A) in Figure 3: they are 4 at IRLT and ZEE, 5 at HLT and TCP,
6 at GDLT, 7 at ST7, 8 at GLT and AAOT, and 9 at CSP, respectively. The ‘OLCI-CSP”’ set
shows spectra typical of both clear-blue waters and more complex waters, in accordance
with the seasonal variability affecting this site. AAOT also shows high variability in terms
of spectral shape, which is consistent with a fairly high degree of variability associated
with this site (e.g., [43]). The Black Sea sites (GLT and ST7) also show quite high variability
in spectral shape. This might be mainly ascribed, on one hand, to the influence of the
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coastal run-off (ST7, in particular, is affected by the Danube plume waters [44]), which
moves the spectral maximum at 560 nm, and, on the other hand, to the seasonal occurrence
of coccolithophores and their coccoliths, which instead tend to move the spectral peak
towards the blue spectral region [45,46].

AAOT
~0.00751
£0.00504" © <
o =
c L
0.0025 1
GLT ST7
~0.00751 1
£ 0.0050 - 1
o
< 0.0025 1 ]
TCP GDLT
~0.00751 1
£ 0.0050 1
€
0.0025
HLT IRLT
~0.00751 1
£0.0050- Fl?"/l\'ﬁ ]
o
< 0.0025 {E° ]
# 14
400 500 600
ZEE Wavelength (nm)
~0.00751
£ 0.0050 A
QC: =
0.0025 i

400 500 600
Wavelength (nm)

Figure 3. Spectral classes represented by mean and standard deviation values of the clusters identified
by ISODATA from OLCI nRgs(A) spectra at each coastal European AERONET-OC site (‘OLCI-
XX’ sets).

Classes from the TCP site have a spectral shape similar to those classes in the Black
Sea, showing a spectral maximum at 560 nm. The Baltic Sea sites (GDLT, HLT, and IRLT)
show spectra representing absorbing, CDOM-dominated waters, all showing a spectral
maximum at 560 nm. Finally, the ‘'OLCI-ZEE’ set shows spectra typical of very turbid
waters, with relatively high values in the red, but still with the maximum in the green or a
plateau across the green-red region.

Figure 4 shows the results of the cluster analysis run considering all the sites as a
bulk, with mean and standard deviation spectral values of nRgg(A) of the fifteen clusters
obtained. Considering the relatively high values in the red, classes from 1 to 5 are expected
to be representative of more turbid waters, with class 1 also showing the typical spectral
shape of highly absorbing waters, i.e., with very low values in the blue.
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Figure 4. Mean and standard deviation values of the 15 clusters identified by ISODATA from OLCI
nRrs(N) spectra at all the coastal European AERONET-OC sites (‘OLCI-all’ set).

Figure 5 shows the relative contribution of the various sites to each cluster, i.e., in
which proportion spectra from the various sites were included in each specific cluster
by ISODATA during the cluster analysis. Clusters 1, 3, and 5 are mostly populated by
spectra from the Baltic Sea sites, but ZEE, TCP, and ST7 are also included; cluster 2 is
instead dominated by ZEE for more than 50%. Cluster 4 is instead mainly populated by
spectra from TCP and ST7, this last one being affected by Danube plume CDOM- and
sediment-dominated waters [44]. Clusters from 6 to 10, which are representative spectra
showing a maximum shifting from 560 nm towards blue bands, are mostly populated by
those sites characterized by varying concentrations of sediments and CDOM,, i.e., GLT, ST7,
TCP, and AAOT. The latter shows an increasing share from 18% in class 7 to 56% in cluster
9. TCP instead disappears after cluster 7, opposite to CSP, whose presence increases. From
cluster 11 onward, AAOT and CSP are dominant, with the last 4 clusters showing almost
only CSP spectra. Classes from 12 to 15 in fact show a spectral maximum at 412.5 nm,
which is typical of clear-blue waters. AAOT contributes to all the 15 clusters (even with
1 spectrum in cluster 2, 5 in cluster 1, and less than 10 in clusters 13 and 14) coherently with
the optical variability observed at that site. It is followed by GLT, ST7, and CSP contributing
to 11 clusters. Conversely, the Baltic Sea sites and ZEE sites only contributed to 5-7 clusters.

As a complement to Figure 5, Figure 6 summarizes the distribution of the various
clusters among the AERONET-OC sites. The most frequent cluster at CSP is 12 (25%), and
at AAOT, it is 8 (22%), followed by 9 (20%). In the Black Sea, cluster 7 is prevailing at
both sites (26% at GLT and 23% at ST7), followed by cluster 6 (20% and 18%, respectively),
showing the marked variability of the water properties at these sites. In the Baltic Sea,
cluster 5 is the most frequent (41%) at GDLT, immediately followed by cluster 3 (36%).
Clusters 5 and 2 represent both 33% of the HLT spectra. At IRLT, clusters 3 (40%) and 1
(24%) prevail. A total of 35% of the TCP spectra belongs to cluster 4. Finally, at ZEE, 57%
of the spectra lay in cluster 2. As expected, Figure 5 graphically confirms the grouping of
the AERONET-OC sites into four categories: CSP for Case 1 waters; AAOT, GLT, ST7 and
TCP for moderately turbid waters with a fairly large variability, with a higher similarity
between AAOT and GLT and between ST7 and TCP; the Baltic sites GDLT, HLT, and IRLT
with CDOM-dominated waters; and the ZEE site for turbid sediment-dominated waters.
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Figure 6. Cluster distribution among AERONET-OC sites. N is the number of spectra at each site.

3.3. Classification of European Sea Waters

The various ‘OLCI-XX’ sets were used to classify the OLCI 2022 time series. In practice,
nRrg(A) of any single bin for any single day was classified with all the ‘OLCI-XX" sets. The
maximum class membership was calculated for each site-specific set of classes, and the site



Remote Sens. 2024, 16, 1793

11 of 21

of the set showing the highest class membership value was assigned as most representative
for that bin on that day. Class membership was preferred to total membership to avoid
that the number of total classes at each site could affect the results. The most frequent site
across the year was thus assigned to the bin. Figure 7 shows the most frequent site assigned
to OLCI bins together with an annual mean p; over Europe and geographically extends
published validation results based on the European AERONET-OC data.

60°0'N

45°0'N

30°0'N

60°0'N 1

0.0

30°0'N

20°0'W 0°0'E 20°0'E 40°0'E

Figure 7. (Top) Most frequently assigned site in European seas in 2022 (S3A and S3B). (Bottom) Mean
total membership values in 2022. Black pixels represent no data pixels.

Being representative of Case 1 waters, the CSP site is of course predominant, dominat-
ing in the open ocean and seas. However, membership values are quite low in the southern
part of the Atlantic and of the Mediterranean Sea. AAOT is instead quite often selected
along the Mediterranean and Atlantic coasts, but also in the English Channel, in the North
Sea between England and Denmark and along North-West Danish coasts. Medium total
membership values (generally between 0.3 and 0.6) are seen for the very coastal area of
the Adriatic Sea, where the AAOT site is also selected, with the exception of the Northern
Adriatic, where this site is actually located and high memberships are observed. Along
the Northern Sea shores from Belgium to Denmark, the ZEE and TCP sites are usually
selected, replaced by IRLT and ST7 as moving away from the coast. The three Baltic sites
are dominant only in the Baltic Sea, with GDLT prominent in the Baltic Proper. However,
moving northward in the Gulf of Bothnia and in the end of the Gulf of Finland (and in the
White Sea), the membership values drastically fall. Finally, in the Black Sea, away from the
coasts where GLT and ST7 dominate (together with AAQOT), the CSP site is more frequently
selected, associated with a high value of total membership. Interestingly, ZEE-like waters
are also detected in some areas of the Azov Sea, which is indeed characterized by highly
turbid waters.
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The ‘OLCI-all’ set was also used to classify the OLCI 2022 time series, with the results
shown in Figure 8. Clear-water classes dominate in the Mediterranean Sea and in the
Atlantic Ocean, where, however, various classes from 10 to 15 are shown. Class 10 is also
predominant in the Norwegian Sea, just moving away from the coasts, whereas class 11
also characterizes the North Adriatic and the Mediterranean coasts (partially), the Gibraltar
strait, the Alboran Sea, and the Atlantic Ocean close to the Iberian Peninsula. Classes 1 and
2 dominate in the southern coastal area of the North and Baltic Seas, the coastal area of the
Azov Sea, and a large part of the British coasts. Moving away from those areas, classes 3
and 4 dominate. Class 5 is shown almost only in the Baltic and White Seas. Class 6, typical
of the GLT area, dominates in the English Channel (together with class 8), the Adriatic
coastal area, and in the southern North Sea, from England to Denmark. Class 7, typical
of the North-West Black Sea, is also encountered in the North Sea, not too far away from
the coast. Class 9 is mostly shown in the Black Sea and more rarely along the Adriatic,
Tyrrhenian, and other Mediterranean coasts. Considering S3A and S3B separately, class
distributions are very similar and are almost identical in the coastal areas.

60°0'N

45°0'N

30°0'N +#

Izl.o
0.8

0.6

60°0"N A

45°0'N 1 0.4

0.2

30°0'N

20°0'W 0°0'E 20°0'E 40°0'E

Figure 8. (Top) Most frequently assigned class (from the 15-cluster set) in European seas in 2022 (S3A
and S3B). Black and white pixels represent no data and unclassified pixels, respectively. (Bottom)
Mean total membership values in 2022.

3.4. Class-Specific Uncertainties and Uncertainty Distribution

The mean spectral RMSD, () was estimated for each class of the ‘OLCI-all’ set for
both S3A and S3B satellites. The choice of RMSD,(A) was favored by its being free from
systematic contributions, which may be different for OLCI data from S3A and S3B [6].

Figure 9 shows RMSD,(A) values for all the classes. The largest values are usually
reported for blue bands, with RMSD,,(A) decreasing monotonically with the wavelength
for almost all classes. Exceptions are represented by classes 1 and 2, for which higher values
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in the green and red are mostly due to the contribution by the ZEE-site turbid waters. In
general, RMSD,, (A) for clear-water classes tends to be relatively high in the blue and low in
the red, reflecting the amplitude of Rgs(A) itself, while the opposite is observed for turbid
waters. This behavior has been noticed for validation statistics obtained at CSP and at Baltic
sites, respectively, (e.g., [6,12]).
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=
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Wavelength (nm)

Figure 9. RMSD,(A) for AERONET-OC and OLCI match-ups for (top) S3A and (bottom) S3B.
Crosses indicate the values for 620 nm center-wavelengths calculated without ZEE and TCP match-up
values (where Rrg(620) is not available).

S3B (see bottom panel of Figure 9) shows equal or lower values at all classes except for
classes 4 and 5 and for blue bands of class 6, whose RMSD,, (M) values are slightly larger
than for S3A. Class 1 also shows very different values in the red, whereas class 2 shows
completely different values. However, for class 2, no match-ups were available from S3B at
the ZEE site. More in general, it should be considered that a very low number of match-ups
(see Table 2) contributed to the definition of class 2 RMSD,,(\) and estimated values could
not be considered robust for S3B. For these reasons, and also to avoid redundancy, results
are hereafter shown only for S3A.

Applying the spectral values of RMSD,,(A) to the OLCI 2022 time series (according to
Equation (9)) produced the results shown in Figure 10 for a few selected center-wavelengths.
Unsurprisingly, the largest RMSD,,(A) values in the blue bands are shown in the Atlantic
and in very turbid coastal waters and overall remain in a restricted range (above 0.001 sr—1).
From a spatial point of view, RMSD,(A) are larger in the North and Baltic seas and in
coastal areas in the green and in the red bands, in particular along the coasts of the North,
Baltic, Black, and Northern Adriatic seas. For these wavelengths, RMSD,,(A) varies several-
fold across the European seas. It should be noted that class statistics were not assigned when
pixels were identified as novel, i.e., the average values reported were calculated accounting
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only for classifiable pixels. Thus, as can be inferred from panel d of Figure 10, which shows
the frequency of novelty detection in 2022, reported statistics should be considered with
caution in the Gulf of Bothnia, the White Sea, the South-East Mediterranean Sea, and in the
Atlantic, west of the Gibraltar strait.
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Figure 10. Average RMSD,(A) (in sr~1) at (a) 412.5 nm, (b) 560 nm, and (c) 665 nm and (d) novelty
frequency map (in %) for S3A data in 2022.
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Table 2. Effective match-up contributions (i.e., sum of p(c, m)) to each class for S3A (P4) and S3B (Pp).

Cc PA PB Cc PA PB
1 25.0 25.8 9 102.8 94.4
2 17.6 8.1 10 72.3 67.1
3 73.2 59.4 11 28.2 38.8
4 115.8 101.4 12 41.8 471
5 86.3 753 13 54.7 51.0
6 126.9 122.2 14 25.5 25.1
7 122.5 116.7 15 220 21.0
8 110.3 112.4

3.5. Seasonal Variability

The seasonal variability of the classifiability of the European waters was also investi-
gated. Total membership, shown in Figure 11, is generally higher in summer (some northern
regions are also affected by a lack of data coverage in winter and autumn). However, the
South-East Mediterranean Sea results unclassified (with p; values close or equal to 0) in
summer, whereas it shows quite a high p; in winter time. This is not surprising considering
the ultra-oligotrophic conditions characterizing this area in the late summer, leading to
Rgs (M) spectra not represented by any of the AERONET-OC sites. More generally, the
ultra-oligotrophic conditions of this region appear to challenge classification schemes, as
already noted in [34], which might be partly explained by specific optical properties [47,48].
Conversely, the total membership is quite high in the entire Mediterranean Sea in winter,
and it shows medium values along Italian coasts in winter and autumn. Also, in most parts
of the Black Sea, highest total membership values are shown in autumn. It is acknowledged
that the exact spatial features shown in Figure 11 might vary for different years.
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Figure 11. S3A mean total membership p; for the various 2022 seasons: (a) winter, (b) spring,
(c) summer, and (d) autumn.
4. Discussion

European sea waters were classified through a classification scheme obtained from
standard Level 2 ocean color OLCI products provided by EUMETSAT (Collection 3). The
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use of satellite-derived classes was also adopted in previous works, such as [25,34], in
order to incorporate the whole range of variability observed spatially and seasonally in
natural waters, which may be limited when using in situ observations [24]. This holds
true in particular for those sites where instruments are deployed for a limited number
of months each year. In this work, however, this choice was dictated not only by the
fact that satellite data are those to which a classification is finally applied but also by the
degraded accuracies affecting these products in optically complex waters, as reported
by [6]. Their effects, in terms of potential misclassification, were confirmed by the results
obtained in Section 3.2. It is, however, acknowledged that using field data to derive a set of
optical classes would be an ideal choice, being independent of satellite missions and, in
particular for AERONET-OC data, not being affected by clouds, glint, or low-sun elevation
angle contaminations. It is also recognized that satellite-based clustering and classification
results may be strongly impacted by the uncertainties affecting Rrs(A) as a result of the
atmospheric correction process. The option adopted here has the advantage of maintaining
coherence between data used in the clustering process and in the subsequent classification
in European seas. A corollary is that the derived set of classes is only applicable for that
type of data (i.e., EUMETSAT standard Ocean Color products). Eventually, more work
on the issue of uncertainties with respect to classification schemes would be needed (see
recommendations in [49]).

A second point of discussion is associated with the use of normalized spectra nRgg(A)
for clustering. The application of normalization to Rgrs(A) values finds its justification in
a number of previous works [34,35,50]. In particular, [35] reported on the advantages of
normalization, which allow for reducing Rgg(A) spectra first-order variability and focusing
on their spectral shape. The drawback is that spectra related to waters with different
levels of clarity may be included in the same cluster. Conversely, without applying any
normalization, clustering results would be influenced by a gradient in concentrations,
particularly of particles [34].

Although the normalization of Rgs(A) spectra applied before data clustering should
help overcoming the effect of overall over- or under-estimations in Rgg(A) values, quite
good accuracy in spectral shape is also required by classification techniques but is not
always granted by satellite products. Certainly, there are a number of cases when unrealistic
spectral shapes are still shown (see, for example, Figure 2 in [6], where a few spectra with a
spectral maximum at 400 nm are shown for CDOM-dominated sites). Aiming at reducing
their effects, these spectra (about 6000 spectra over a total of more than 67,000) were
excluded by the initial dataset used in the cluster analysis on the basis of expert knowledge
of the optical variability observed at the various AERONET-OC sites. However, unreliable
spectra could not be a priori excluded when classifying OLCI images at the continental
scale. In fact, they could often result in being unclassified, classified with low membership
values, or misclassified into some class not expected in their belonging regions. This can of
course result in a decrease in the mean total membership values, even near the AERONET-
OC sites. Unreliable spectra were not excluded when defining class uncertainties, but
corresponding in situ spectra were instead used to define class and membership values
(see Section 2.5). In these cases, the class assigned to the matching in situ spectrum was
considered. It is acknowledged that the criteria used to exclude suspicious spectra do not
assure that no unrealistic values are included at any sites. Besides unrealistic spectra, the
clustering technique may have difficulty in handling spectra associated with conditions
occurring infrequently (e.g., coccolithophore blooms) and, therefore, with a numerical
weight, with respect to the overall data set, insufficient to generate a class. These specific
conditions may deserve dedicated classes (e.g., [51]).

Class-based validation statistics do not show dramatically different spectral shapes across
classes, particularly for those classes closest to each other. This is coherent with the results
obtained for similar atmospheric correction processors by [11,28]. Still, match-up analysis
results may be affected by different observation (Sun and observation zenith angles, SZA and
OZA) or environmental (aerosol optical thickness (AOT), aerosol type, glint, etc.) conditions.
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However, AOT-class mean and standard deviation values are similar between the various
classes and for S3A and S3B. Looking at the satellite viewing angle, classes also show quite
similar values, with few exceptions (i.e., classes 1 and 5, see Table S1 in the Supplementary
Materials), still with mean values comprised between 19° and 29°. Finally, the Sun zenith
angle also shows similar values, with the exception of classes from 11 to 13, for which both
mean and standard deviation values are relatively high. To investigate the potential effect of
these differences, class-based validation statistics were re-evaluated, limiting the analysis to
match-ups satisfying the following criteria: (I) SZA < 50°, (II) OZA < 30°, (IIT) SZA < 50° and
OZA < 30°. The largest changes in RMSD,,(A) were obtained when both Sun and observation
zenith angles were limited, obtaining a quite large variation in RMSD,,(A) at all classes, +20%
on average, between —8% (at 560 nm, in class 11) to +60% (at 490 nm, in class 1). These results
need to be interpreted with some caution, as the number of match-ups per class becomes
uneven and fairly low in some cases when limitations to geometry angle values apply.

Similar analyses could be performed with other validation statistics. RMSD,,(A) was
selected, as it does not include systematic contributions (biases), that could be different between
S3A and S3B, and as it can be a reasonable proxy for actual uncertainties [12,15,52]. Validation
statistics could be interpreted in terms of actual uncertainties, taking the uncertainties of the
field data (quantified in [53,54]) into account [12,15], but this would require a larger number of
match-ups across classes.

As anticipated, the choice of ISODATA parameters might also have impacted the
results of clustering and thus of classification. The classification of European waters
was thus repeated using alternative sets of clusters (generated with alternative ISODATA
criteria) of 12 and 23 clusters. The distribution of the mean total membership is quite
similar, but its absolute values are decreased in the 12-class case and increased in the
23-class one. In the first case, the variation is generally lower than 0.1, with exceptions
in the Black and North Seas, in the Northern Atlantic, the English Channel, and in the
AAQT site area, where differences are usually still below 0.2. This could be well justified
by the disappearance of a few classes characterizing sites with optically complex waters
with varying concentrations of sediments. Also, when using the 23-class set, differences are
generally below 0.15, exceeding 0.2 in the Atlantic, in turbid North Sea coastal waters and
in the AAOT area, due to the increased number of clear-water classes in the 23-class set
with respect to the 15-class one (see Figure S3 in the Supplementary Materials). Eventually,
while there is a certain degree of arbitrariness in the final number of classes adopted, the
main results of this work are conserved regardless of the number of classes.

5. Conclusions

In order to investigate where the results from AERONET-OC and operational Ocean
Color OLCI products match-up analyses could be extended in the European seas, different
sets of classes were generated using OLCI-derived Rrs(A) spectra extracted over these
sites. A cluster analysis allowed for identifying the variability in terms of optical water
types associated with AERONET-OC data at the various sites and, in some cases, within
each single site data. It also allowed for defining class-specific uncertainty values presented
through the centered root mean squared difference RMSD,,(A). In general, RMSD, () for
clear-water classes tends to be relatively high in the blue center-wavelengths and low in
the red ones, reflecting the amplitude of Rggs(A) itself, while the opposite is observed for
turbid waters, which is in line with previous assessments (e.g., [6,12]).

The classification of OLCI time series over European seas allowed, on one hand, to
identify where uncertainties estimated through AERONET-OC match-ups may be ap-
plicable and to relate the large body of literature presenting validation results based on
these data to a broader geographical framework. Conversely, it also allowed to identify
those (novel) areas characterized by a low level of classification, i.e., those areas scarcely
represented or not represented at all by AERONET-OC data and for which AERONET-OC-
derived uncertainty estimates may not be valid. These are, in particular, the southern and
eastern region of the Mediterranean Sea, the Atlantic Ocean region off the African coast,
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the White Sea, the Gulf of Bothnia, and part of the Gulf of Finland in the Baltic Sea. These
regions are generally characterized by ultra-oligotrophic conditions (as in the case of the
Eastern Mediterranean Sea) or by optical and environmental conditions which challenge
atmospheric correction process (as in the case of the Gulf of Bothnia and the White Sea,
characterized by high water column absorption, and thus very low reflectance values,
combined with very low solar angles). A cluster analysis including all AERONET-OC sites
available worldwide may be repeated to assess whether a better classifiability for these
regions would be possible with a different class distribution. Still, large membership values
suggest the applicability of these uncertainty estimates to a large part of the European
marine waters, including the Atlantic Ocean and the North Sea and large parts of the Baltic,
Mediterranean, and Black seas. Even though not ideal, the current set of AERONET-OC
sites operated in Europe therefore covers a large range of the optical variability found in
European seas. Additionally, a new site has recently been deployed in the Atlantic Ocean,
in the Canary Islands (PLOCAN_Tower). Its data may provide useful observations to fill
some gaps for oligotrophic waters.

Supplementary Materials: The following supporting information can be downloaded at: https:
//www.mdpi.com/article/10.3390/rs16101793 /s1. Mean spectral Rgrs(A) values at the various
AERONET-OC sites from in situ and OLCI data; mean and standard deviation values of the clusters
identified by ISODATA with alternative parametrizations; class-based statistics of Sun and viewing
zenith angles and aerosol optical thickness for S3A and S3B match-ups.
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