& emote sensing

Article

A Universal Fuzzy Logic Optical Water Type Scheme for the

Global Oceans

Tianxia Jia 12

check for

updates
Citation: Jia, T.; Zhang, Y.; Dong, R.
A Universal Fuzzy Logic Optical
Water Type Scheme for the Global
Oceans. Remote Sens. 2021, 13, 4018.
https:/ /doi.org/10.3390/rs13194018

Academic Editors: Chung-Ru Ho,
Antony K. Liu and Xiaofeng Li

Received: 20 August 2021
Accepted: 7 October 2021
Published: 8 October 2021

Publisher’s Note: MDPI stays neutral
with regard to jurisdictional claims in
published maps and institutional affil-

iations.

Copyright: © 2021 by the authors.
Licensee MDPI, Basel, Switzerland.
This article is an open access article
distributed under the terms and
conditions of the Creative Commons
Attribution (CC BY) license (https://
creativecommons.org/licenses /by /
4.0/).

, Yonglin Zhang !

and Rencai Dong 1*

State Key Laboratory of Urban and Regional Ecology, Research Center for Eco-Environmental Sciences,
Chinese Academy of Sciences, Beijing 100085, China; jiatianxial7@mails.ucas.edu.cn (T.].);
ylzhang_rcees@foxmail.com (Y.Z.)

University of Chinese Academy of Sciences, Beijing 100049, China

*  Correspondence: dongrencai@rcees.ac.cn

Abstract: The classification of natural waters is a way to generalize and systematize ocean color
science. However, there is no consensus on an optimal water classification template in many
contexts. In this study, we conducted an unsupervised classification of the PACE (Plankton, Aerosols,
Cloud, and Ocean Ecosystem) synthetic hyperspectral data set, divided the global ocean waters into
15 classes, then obtained a set of fuzzy logic optical water type schemes (abbreviated as the U-OWT
in this study) that were tailored for several multispectral satellite sensors, including SeaWiFS, MERIS,
MODIS, OLI, VIIRS, MSI, and OLCI. The consistency analysis showed that the performance of
U-OWT on different satellite sensors was comparable, and the sensitivity analysis demonstrated the
U-OWT could resist a certain degree of input disturbance on remote sensing reflectance. Compared
to existing ocean-aimed optical water type schemes, the U-OWT can distinguish more mesotrophic
and eutrophic water classes. Furthermore, the U-OWT was highly compatible with other water
classification taxonomies, including the trophic state index, the multivariate absorption combinations,
and the Forel-Ule Scale, which indirectly demonstrated the potential for global applicability of the
U-OWT. This finding was also helpful for the further conversion and unification of different water
type taxonomies. As the fundamental basis, the U-OWT can be applied to many oceanic fields
that need to be explored in the future. To promote the reproducibility of this study, an IDL®-based
standalone U-OWT calculation tool is freely distributed.

Keywords: ocean color; water type taxonomies; trophic state; inherent optical properties; Forel-Ule
Scale

1. Introduction

Since the first ocean color-aimed spaceborne instrument, the Coastal Zone Color
Scanner Experiment (CZCS), was launched in 1978, together with subsequent ocean color
satellite programs SeaWiFS, MODIS, MERIS, VIIRS, OLC], etc., the synoptic and accurate
measurement of ocean ecosystems on a global scale has become a reality [1]. Ocean color
remote sensing has been widely applied to and revolutionized many fields of oceanography,
such as oceanic modeling, ocean physics, biogeochemical cycles, fisheries, water quality,
and natural and man-made hazards [2,3]. The classification of natural waters using different
water type taxonomies is a way to generalize and systematize the science of ocean color [3].
Because of the desire to move toward water classification based directly on satellite data [4],
some water classification schemes have relied on the apparent optical properties (AOPs),
namely reflectances (various ratios of upwelling to downwelling intensity) and diffuse
attenuation functions [5]. Jerlov introduced an ocean water classification based on spectral
optical attenuation depth (the inverse of the diffuse attenuation coefficient), and he divided
the observations into five open oceanic and nine coastal water types [6,7], which laid
the foundation for the AOP-based optical water type (OWT) classification. Moore et al.
proposed a fuzzy logic-based OWT scheme that was used for blending class-specific
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Chlorophyll (Chl) inverse algorithms by the membership weight [8]. Over the past 20 years,
much effort has been devoted to AOP-based OWT schemes, which have been developed
based on huge spectral reflectance datasets from in situ measurements or satellite data (see
Section 2.3.1 for more details) [9-30].

Although the existing AOP-based OWT schemes were effective and elegant in their
respective contexts, from the authors’ point of view, there is still the possibility of mak-
ing some improvements based on the following aspects. First, some existing AOP-based
OWT schemes that were developed from in situ or satellite data may include uncertainties.
Specifically, in situ data may contain uncertainties caused by experimental and environ-
mental factors, such as calibration, dark signal, data processing, deployment strategies,
and sea and sky states. The uncertainties of satellite data can be introduced by a variety of
factors, such as pre-launch characterization of the sensor, atmospheric and bi-directional
corrections, geo-location, and contamination by adjacent pixels [31]. Furthermore, the
spatial mismatches arise when matching up in situ data and satellite data: horizontally, in
situ data often cover an area of 1—10 m while ocean color satellite pixels are often more
than 100 m; vertically, in situ measurements are usually conducted on discrete depths
while satellite measurements represent a water column weighted average [31]. Thus, there
are some potential uncertainties when the in situ data-based OWT schemes are applied
to satellite data. Second, the spatial and temporal distributions of the in situ or the pixel
spectra affect the representativeness of water classifications [30,32]. For instance, the in situ
data were mostly collected in the Northern Hemisphere, with few data points representing
very oligotrophic gyre areas [33]. On the contrary, when developing OWT schemes based
on satellite data, the pixels corresponding to oligotrophic waters cover a large proportion of
the overall spectrum. As a result, the satellite data-based-OWT schemes performed better
in open oceans, while the in situ data-based OWT schemes often worked better in coastal
waters [19]. Third, with the development of hyperspectral remote sensing technology, some
of the existing OWT schemes that initially were developed within limited multispectral
bands may not encompass all characteristic bands reflecting the bio-optical features of
water. Fourth, the existing OWT schemes were mostly designed for one specific ocean color
instrument, such as SeaWiFS [11,13,14,17,22], MODIS [10,15], MERIS [15,16,19,20,30], or
OLCI [18]; thus it is difficult to migrate these OWT schemes to other satellite sensors. There-
fore, it is necessary to develop an OWT scheme that is measurement error-free, suitable for
the global ocean waters, and multi-satellite sensors.

In addition to the AOP-based OWT schemes, there are other water classification tax-
onomies that are suitable for quantitative water quality evaluation, such as the trophic
state index (TSI) [34], the absorption coefficient ternary diagram [4,5,34], and the Forel-
Ule Scale [23,35-37]. Further introduction to these water classification taxonomies is in
Section 2.4. Although the abovementioned water classification taxonomies are commonly
used, to the best of our knowledge, scant effort has been applied to exploring the relation-
ships and correspondences between the AOP-based OWT schemes and other water type
taxonomies which will hinder their comparison and unification in many cases.

Against the above background, the aims of this study were to: (1) develop a fuzzy
logic AOP-based OWT scheme (abbreviated as the U-OWT hereafter) for global oceans and
multi-satellite sensors; (2) test the robustness and reliability of the U-OWT; (3) explore the
relationships between the U-OWT and other water classification taxonomies; (4) apply the
U-OWT to the global oceans preliminarily.

2. Materials and Methods
2.1. Materials
2.1.1. Synthetic Data

The Hydrolight simulated hyperspectral data set (350—800 nm, 5 nm resolution) that
was created by the first NASA PACE (Plankton, Aerosol, Cloud, and Ocean Ecosystem)
Science Team (NNH13ZDAO0O01N-PACEST) was downloaded from PANGAEA [38]. This
data set contains 714 measurement error-free hyperspectral synthetic sea surface remote
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sensing reflectance R,s(\) (sr~1), total absorption ar¢(A) (m 1), phytoplankton absorption
apn(A) (m~1), CDOM absorption a¢(A) (m~1), and detrital absorption a;(A) (m~1) with a
solar zenith angle of 30°. The Hydrolight model run was constrained with a set of in situ
apn(A)) spectra collected from NASA’s SeaBASS repository, using the principles outlined in
IOCCG Report No. 5 [31]. Because the above in situ app(A) spectra were selected from more
than 4000 SeaBASS spectra, and together with the random combination of optically active
constituents, this synthetic data set was expected to cover all possible natural ocean water
IOP-AOP scenarios [30,39], theoretically without duplicate data. This data set was used for
the U-OWT scheme development and the IOPs analysis of each U-OWT class.

The Hydrolight synthesized R,s(A) and Chla data set with the sun zenith angle of
30° from IOCCG Report No. 5 [31] was used for exploring the robustness and the water
quality properties of the U-OWT. The data set contains 500 Rs(A) and IOPs spectra pairs
for testing and comparing ocean color algorithms. It covers a wide range of natural waters
with discrete Chla concentrations from 0.03 to 30 mg/m?3. The data set was used for the
consistency analysis of the U-OWT among different multispectral satellite sensors, and the
water quality parameter analysis of each U-OWT class.

2.1.2. In Situ Data

The NOMAD (NASA bio-Optical Marine Algorithm Data set) version 2 data set
is a publicly available, global, high quality in situ bio-optical data set for use in ocean
color algorithm development and satellite data product validation activities [40]. The
data set includes surface water-leaving radiance L, surface downward irradiance E;,
and Chla concentration data. After the data filtering, 1052 qualified SeaWiFS-band R,s(A)
(Rys = Ly /Es) and Chla data pairs were retrieved from the NOMAD data set.

The CCRR (Coast Colour Round Robin) in situ data set was collected to test algorithms
and to assess their accuracy for retrieving water quality parameters [41]. A total number of
336 MERIS level 2 R,5(A) and Chla match-ups were extracted from this data set. The R,5(A)
and Chla data pairs from the NOMAD and the CCRR data sets were used for exploring the
water quality properties of each U-OWT class.

Two data sets containing in situ R,s(A) and FUI data pairs were used for exploring
the relationship between the U-OWT and the Forel-Ule Scale [39]: the first data set was
collected from 612 sites covering coastal and oceanic waters around the world [42], the
second data set was collected from 195 sites in coastal and oceanic waters off China [43].
Specifically, the hyperspectral R,s(A) spectra of these data sets were interpolated to OLCI
bands to calculate their dominant OWT (the water class with maximum membership) of
the U-OWT.

2.1.3. Satellite Images

Two Landsat-8 OLI and Sentinel-3A OLCI images overpassing Pearl River Estuary on
23 October 2017 were downloaded from the USGS EarthExplore and the EUMETSAT Earth
Observation Portal, respectively. The scene center times of the OLI image and the OLCI
image were UTC 2:53 and UTC 2:34, respectively; thus, the two images can be regarded as
approximately concurrent. The water in Pearl River Estuary is highly turbid and optically
complicated [44]; thus, this area was suitable for testing the performance of the U-OWT.

The ESA OC-CCI climatology monthly composite R;s data set (version 4.2) [45], with
4 km nominal spatial resolution at the equator, was downloaded from the ESA OC-CCI ftp
server. As a level 3 binning product, the OC-CCI was composited from multiple sensors
(SeaWiFS, MODIS, MERIS, and VIIRS) to SeaWiFS R,s bands and values. The data set was
used to study the global seasonal variability of the relative U-OWT indicators from 1998 to
2019 [46].

2.1.4. Other Data

The relative spectral response functions RSR(A) of several multispectral satellite sen-
sors were obtained to convolute the hyperspectral R,s(A) to the multispectral R;s(A). Specif-
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ically, the RSR(A) of SeaWiFS, MERIS, MODIS-Aqua, MODIS-Terra, OLI, VIIRS-NPP, OLCI-
S3A, and OLCI-S3B were downloaded from the NASA Ocean Biology Processing Group.
The RSR(A) of MSI-S2A and MSI-52B were downloaded from the ESA Sentinel website (see
Data Availability Statement for more information).

2.2. Development of the U-OWT

(1) The 714 PACE synthetic R;s spectra were normalized by their Root-Sum-Squares
(RSS) [15]:

R (1) = L) 1)

Zl] Rrs ()\i )2
where nR,;(A) is normalized remote sensing reflectance, index i represents the total number
of wavelengths, ranging from 1 to 91, and A represents the wavelength varying from 350
to 800 nm, with 5 nm intervals. The R,s(A) spectral shape characteristics are highlighted
after the normalized transformation and are more related to the absorption than to the
backscattering [11,14].

(2) The optimal clustering number of nR,s(A) was estimated using the gap statistic
method [47]. This step was accomplished using the “clusGap” function in the R® platform.
Repeated experiments with the gap method determined that the optimal clustering number
was 15.

(3) The spherical k-means clustering (skmeans) method [48] was used to cluster
714 nR,5(A) spectra into 15 groups. The skmeans is an unsupervised clustering method that
employs cosine dissimilarity:

<x’ p> (2)

d(x,p) =1—cos(x,p) =1— 7]

where d(x, p) is the cosine dissimilarity between the feature vectors x (here, the nRys spectra)
and centroids p (here, the nR,; mean of each group). The skmeans partitions data into a
given number k of groups via minimizing d(x, p) over all samples x to cluster centroids p.
Compared to the ordinary k-means method, the skmeans is more suitable for clustering
nR,s(A) spectra, because the cosine dissimilarity places emphasis more on the spectral shape
rather than on the spectral amplitude. In addition, the skmeans method was ran 10 times
to reduce the effects of random initialization of unsupervised clustering [48]. Finally, the
714 nR(A) spectra (and their original R;s(A) spectra) fell into 15 groups (OWT1-OWT15)
according to their most frequent clustering results. This step was accomplished using the
R® package “skmeans”.

(4) After the unsupervised clustering of each R;s(A)/nR;s(A) spectrum that had a 5 nm
interval, the cubic spline interpolation was used to create the hyperspectral R;s(A) with
1 nm increments (350—800 nm, 451 bands).

(5) In order to obtain the different multispectral satellite sensors’ R;s(A) spectra for
each OWT group, spectral bandpass integration was performed on each hyperspectral
Rys spectrum:

A
32 Recyper * RSR(A)AA

Rrs—multi()\) - A (3)
2 RSR(A)dA

where Ry ,1i(7) is the band-averaged multispectral remote sensing reflectance, Rys jyper
is the hyperspectral remote sensing reflectance spectrum. RSR(A) represents the relative
spectral response function of the multispectral satellite sensor. A is the specific multispectral
wavelength between 400—800 nm, i.e., the visible to near-infrared wavelength. A; and
Ay are the lower (400 nm) and upper (800 nm) limits of integration, respectively. In this
paper, several commonly used multispectral satellite sensors, including SeaWiFS-SEASTAR,
MODIS-Aqua, MODIS-Terra, VIIRS-NPP, OLI-Landsat 8, MERIS-ENVISAT, MSI-Sentinel
2A, MSI-Sentinel 2B, OLCI- Sentinel 3A, and OLCI- Sentinel 3B, were selected to develop
their corresponding U-OWT schemes.
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(6) For each multispectral sensor, the R,q_;,,11i(A) spectra of each OWT group were
normalized to determine the nRys ,,,11i(A) spectra.

(7) Finally, the nRys ,,,,1i(A) mean and covariance of each OWT were calculated, which
are two key statistics for the OWT membership function calculation [13]. Then, the squared
Mahalanobis distances of each OWT were acquired [8]:

7} = (nRys — M;)'Cov; 1(nRys — M;) (4)

where Zl.2 is the squared Mahalanobis distance, nR;s is the multispectral normalized remote
sensing reflectance of a target spectrum or a target pixel, M; is the nR,s mean of the ith OWT,
t represents the transpose of the vector (nR,s—M;), and Covlf1 is the inverse covariance
matrix of the ith OWT. In this study, a common weighted covariance matrix was used for
the membership calculation of all 15 OWT classes [8].

Then, the membership function was obtained:

fi=1-F(2}) (5)

where f; is the members belonging to the ith OWT, F,(Z 12) is the cumulative Chi-square

distribution function with n degrees of freedom. Here, for each satellite sensor, n equals
their multispectral band numbers. After the membership calculation, three other OWT
indicators were also obtained: first, the dominant OWT was defined as the OWT of
maximum membership [14]; second, the total membership was defined as the sum of OWT
membership; third, the normalized membership was defined as the ith OWT membership
divided by the total membership [8]; thus, the normalized membership is constrained
between 0 to 1.

In addition, a 3-sigma denoising mechanism was used in the OWT membership calcu-
lation, i.e., a too-small membership (membership less than 0.01, approximately equal to
the 3-sigma threshold) was regarded as a small probability event, and this membership
was assigned the value 0. This denoising processing removed many outliers and simplified
the calculation. The OWT membership, dominant OWT, total membership, and normal-
ized membership calculation procedures were all implemented in the IDL® development
environment. The above steps are depicted in Figure 1.

2.3. Reliability Analysis of the U-OWT
2.3.1. Existing AOP-Based OWT Schemes

In order to compare the U-OWT with other AOP-based OWT schemes and to indirectly
prove the rationality of the U-OWT, 9 OWT schemes from the previous studies were
selected. They were acquired from Jerlov (1968) [6] (JL68), Moore et al. (2009) [10] (MO09),
Moore et al. (2014) [13] (MO14), Wei et al. (2016) [15] (WEL16), Jackson et al. (2017) [19]
(JK17), Pitarch et al. (2019) [23] (PT19), Coastal [49] (CST), GLaSS 5C [49] (G5C), and GLaSS
6C [49] (G6C). Brief introductions to these OWT schemes appear in Table 1, and the mean
reflectance vectors of each OWT class from other OWT schemes are shown in Figure S1.
Different OWT schemes had their own reflectance shape and point spread; specifically,
the reflectance mean vectors determined the spectral shape, and the covariance matrixes
determined the spectral point spread [13]. Considering that it is not easy to compare
different point cloud distributions, we calculated the memberships of the reflectance mean
vectors from other OWT schemes in the U-OWT context. This method illustrated the
relationships between other OWT schemes and the U-OWT scheme to a large extent.

The Jerlov OWT scheme was initially suggested by the form of irradiance trans-
mittance through 1 m of seawater; therefore, the Jerlov water types cannot be directly
compared to the U-OWT. Solonenko and Mobley derived the total absorption a(A) and the
total scattering b(A) for each Jerlov water type in the wavelength range of 300—700 nm [50].



Remote Sens. 2021, 13, 4018

6 of 29

The backscattering ratio B is defined as the backscattering coefficient by, divided by the total
scattering coefficient b:

B =1by/b (6)
PACE Hyperspectral — OWT, R, Spectra
Rrs (A =5nm) (A=1nm)
Normalization SeaWiFS/MODIS/ | Spectral
VIIRS/OLI/ | Response
PACE Hyperspectral nR_ MERIS/MSI/OLCI Y Functions
(A=5nm) OWT R, Spectra
(Multi-spectral)
‘ Gap Statistics .
E Normalization *
Optimal Clustering = OWT._ nR_Spectra
Number = 15 2 v
= (Multi-spectral)
Repeat 1 Spherical % *
K-
means % OWT, nR_Means &
( Unsupervised Classification < Covariance Matrixes
=
=
Repeat < *
OWT Fuzzy Classification
OWTh nRys Spectra § ..
(A=5 nm) 3-6 denoising
l OWT membership
Dominant OWT
T R t
ow o Spectra Total membership
(A=5nm) Normalized membership
Figure 1. Workflow of the U-OWT development.
Table 1. Introduction to different AOP-based water classification schemes.
Source Abbreviation AQOP Type Sampling Area Band Setting ol‘\/I\L "{nil::s
Irradiance transmittance 310-700 nm,
Jerlov (1968) [6] JL68 for surface water,/% Global oceans A = 25 nm 10
Moore et al. (2009) [10] MO09 Subsurface remote s_elnsmg Global oceans SeaWiFS 6 bands 8
reflectance/sr
Moore et al. (2014) [13] MO14 Subsurface remote sensing  Coastal and MERIS 10 bands 7
reflectance/sr inland waters
Wei et al. (2016) [15] WE16 Normalized remote Global oceans ~ MODIS 9 bands 23
sensing reflectance
Jackson et al. (2017) [19] JK17 Remote sensulgl Global oceans SeaWiFS 6 bands 14
reflectance/sr
Pitarch et al. (2019) [23] PT19 Remote sensm_gl Global oceans SeaWiFS 6 bands 21
reflectance/sr
Coastal [49] CST Subsurface remote ielns1ng Coastal waters SeaWiFS 5 bands 16
reflectance/sr
GLaSS 5C [49] G5C Subsurface remote sensing 114 vaters  OLCI13 bands 5
reflectance/sr
GLaSS 6C [17,49] G6C Subsurface remote sensing 1114 waters  OLCI 13 bands 6

reflectance/sr~!
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However, the exact B values for the Jerlov water types were unknown. In the natural
world most oceanic particles have backscatter ratios between 0.001 (e.g., very large phy-
toplankton) and 0.1 (e.g., very small mineral particles) [3]. To derive the b,, we assumed
B =0.001, 0.01, and 0.1 to represent the different scenarios as much as possible. Gordon
et al. proposed the relationship between the subsurface remote sensing reflectance r,5(A)
and the inherent optical properties a(A) and by(A) [51],

by(2) < by(2) )2
A) =0.0949 ——————~ + 00794 | ——~——F~ 7
Frs(A) a(A) + by (M) a(0) + by () @

The semianalytical relationship between the subsurface remote sensing reflectance
7rs(A) and the surface remote sensing reflectance R;s(A) proposed by Lee et al. (2002) [52] is

as follows:
Rys(A)

T 052+ L7R,5(A)

Following Equations (6)—(8), the R;s(A) of all Jerlov water types were obtained, then
we interpolated the Jerlov OWT R,s(A) to the SeaWiFS multispectral bands and calculated
their memberships in the U-OWT context.

For the other OWT schemes (MO09, MO14, CST, G5C, and G6C) displaying with
the form of r,5(A), Equation (8) was applied to convert their water type means 7,5(A)
corresponding to different band settings to R,s(A). Then, each water type of MO09, MO14,
CST, G5C, and G6C was compared with the SeaWiFS 6-band, MERIS 10-band, SeaWiFS
5-band, OLCI 13-band, and OLCI 13-band U-OWT schemes, respectively. Likewise, for the
OWT schemes (WE16, JK17, PT19) with the form of R,s(A) or nR,s(A), each water type of
WE16, JK17, and PT19 was directly compared with the MODIS-A 8-band, SeaWiFS 6-band,
and SeaWiFS 6-band U-OWT scheme, respectively.

Trs (A) (8)

2.3.2. Consistency Evaluation of U-OWT Performance on Different Sensors

The consistency performance of the U-OWT on different multispectral sensors was
still unknown. To this end, the [IOCCG Hydrolight Synthetic Chla and R,s(A) data pairs
(sun zenith angle = 30°) were used as a consistent set of evaluation benchmarks for all
sensors. Specifically, 75 hyperspectral R,s(A) corresponding to Chla = 0.3, 3 and 30 mg/m?
were selected. The above hyperspectral R;s(A) were convoluted to different multispectral
band settings, then the dominant OWT and average memberships of the U-OWT were
calculated to explore the consistency between different sensors. The trophic state indexes
(TSIs) corresponding to Chla = 0.3, 3, and 30 mg/ m3 were equal to 18.7, 41.4, and 63.9,
which represent the oligotrophic, mesotrophic, and eutrophic water states, respectively
(see Section 2.4.1).

In addition, two concurrent OLI and OLCI images, which were taken overpassing
Pearl River Estuary on 23 October 2017, were selected to evaluate the consistency between
the two sensors with the biggest difference in band settings (4 bands for OLI and 13 bands
for OLCI) from a spatial distribution perspective. Before the membership and dominant
OWT calculations of the above two level 1 images, they were atmospherically corrected
using the C2RCC module embedded in the SNAP® platform to transform the top of
atmosphere reflectance to the surface remote sensing reflectance (Figure S2).

2.3.3. Sensitivity Analysis of the U-OWT

As a local sensitivity analysis method, the one factor at a time (OAT) method [53]
was used in this study to evaluate the robustness of the U-OWT scheme by varying
the input Rys(A). The R;s(A) values in the wavelength ranges 400-500 nm (blue bands),
500-600 nm (green bands), 600-700 nm (red bands), and 700-800 nm (near-infrared bands)
were regarded as factors [25]. For the 15 U-OWT R,5(A) mean vectors of the multispectral
sensors, the perturbation range changed from —100 to 100%, with 10% increments. In this
process, the dominant OWT and the memberships of that 15 R;s(A) were recalculated to
evaluate the robustness of the U-OWT. Three sensors, OLI, MODIS-A and OLCI, were
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selected to conduct the above sensitivity analysis, which equipped the minimum (4 bands),
the medium (8 bands) and the maximum (13 bands) band numbers.

2.4. Other Water Classification Taxonomies
2.4.1. Chla-Based TSI

In this section, the synthetic (SeaWiFS 6 bands for IOCCG) and in situ (SeaWiFS
6 bands for NOMAD and MERIS 9 bands for CCRR) Chla samples, together with their
multispectral R;s(A) data pairs, were used to determine the relationship between the U-
OWT and the water quality parameter (Chla concentration). Meanwhile, the trophic state
index (TSI) [34] was used to evaluate the trophic state of the dominant OWT of the U-OWT:

In2 ©)

TSI(Chla) = 10 (6 ~2.04-0.68In Chla)
where Chla is the concentration of Chla in micrograms per liter. The water trophic state is
regarded as oligotrophic, mesotrophic and eutrophic when TSI < 30, 30 < TSI < 50, and

TSI > 50, respectively [37].

2.4.2. IOP-Based Classification

Water color classification schemes are primarily based on absorption rather than
scattering, as scattering contributes more to brightness but less to color [3]. The seawater
absorption coefficient can be subdivided into four principal parts [54]:

atot(A) = aw(A) +apn(A) +ag(A) +ag(A) (10)

where a45t(A), aw(A), apn(A), ag(A), ag(A) are the absorption coefficients of total, pure seawater,
phytoplankton, colored dissolved organic matter (CDOM), and non-algal particles (NAPs),
respectively. An optical classification based on apn(A), ag(A), and ag(A) was proposed by
Prieur and Sathyendranath [54]. For 440 nm, the contributions of phytoplankton, CDOM,
and NAP to the total absorption after subtracting the water contribution were defined:

. aph(440) o
”(“Ph) = aror(440) — ay(ad0) < 100% (11
_ ag(440) o
n(ag) = 2707 (440) — 20 (420) x 100% (12)
n(ay) = 74 (440) % 100% (13)

101 (440) — a,,(440)

At a given wavelength, the ternary plot is a way to illustrate the relative proportions
of each absorption subdivision to the total value [55]; it shows how different subdivision
constituents dominate absorption [3]. In this study, the absorption spectra corresponding to
the 714 raw R;s(A) of the PACE synthetic data set were retrieved to explore the relationship
between the U-OWT and the absorption properties.

2.4.3. Forel-Ule Scale

In order to explore the relationship between the U-OWT and Forel-Ule Scale, a hue
angle and Forel-Ule Index (FUI) retrieval workflow was used for the visible bands of OLCI;
the steps are summarized below:

(1) CIE tristimulus calculation:

11
X =Y " x* Rs(A) (14)

Y = leil yi* Rys(A) (15)
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Z=Y 0 zix Res(My) (16)

where X, Y, Z are CIE tristimulus variables, R;s(A;) denotes the OLCI multispectral remote
sensing reflectance spectra, and x;, y;, z; are linear conversion coefficients to calculate the
chromaticity values based on OLCI bands (Table A1) [36].

(2) CIE chromaticity coordinates calculation:

X

Chre = V1% 17)
Y

Chry = S5y +x (18)

where Chr, and Chry are chromaticity coordinates.

(3) Hue angle calculation. The hue angle under the Woerd and Wernand (2015) definition
(namely the first hue definition) [36] is obtained:

aorcr = 90 — ATAN(Chry —1/3, Chr, —1/3) %180/ (19)

where aopc; is the hue angle under the first hue definition, ATAN denotes the arctangent
function. To reduce the color difference between the hyperspectral true color and the
multispectral sensor band setting, a systematic deviation (A) is defined as the hyperspectral
hue angle &y, minus the multispectral hue angle, and A is the function of the multispectral
hue angle [36]. For OLCI sensor:

A = apyper — @orc1 » f(aorcr) (20)
If b = aprcy / 100, A can be approximated by [36]:
A = —12.508 b° + 91.635 b* — 249.848 b® + 308.656 b> — 165.482 b + 28.561 (21)

Therefore, the corrected hue angle can be obtained:

Kpyper = XOLCI T+ A (22)

Then, the transformed hue angle under the Wang et at. (2018) definition (namely, the
second hue definition) is calculated [37,56]:

& =270 — &pyper (23)

The only difference between the first and the second hue definition is that as the hue
angle increases, the FUI also increases under the second hue definition, whereas the FUI
decreases under the first hue definition (Figure 2). The second hue definition is more
coordinated between the hue angle and the FUI Therefore, the following analysis in this
study is under the second hue definition.

(4) FUI determination. Based on the transformed hue angle, the FUI was calculated
using the FUI look-up table (LUT, Table A2): the transformed hue angle was pointed
toward the nearest LUT 21 class standard hue angle, and the FUI corresponding to
that standard hue angle was what we wanted [57].
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Figure 2. The CIE 1931 chromaticity diagram. The white point located at (x, y) = (1/3, 1/3). The first
hue definition is the angle between the vector to a point and the positive y’-axis (at y = 1/3), giving
higher angles in an anti-clockwise direction [36]; the second hue definition is the angle between
the vector to a point and the negative x’-axis (at x = 1/3), giving higher angles in a clockwise
direction [37].

2.5. Global Ocean Applications of the U-OWT

The U-OWT scheme was applied to the ESA-OC-CCI v4.2 R;s Monthly Climatology
(1998-2019) data sets to explore the global seasonal variability of ocean optical classes.
Specifically, the dominant OWT and memberships of each U-OWT class for each month
were calculated. For brevity, the memberships of January, April, June, and September
are shown in this paper, to represent the seasonal variability. What is more, the monthly
Shannon index of the U-OWT normalized memberships was calculated to evaluate the
ocean optical diversity [14,20]. For a given bin:

N
H=-) P« In(P) (24)
i=1

where H is the Shannon diversity index, P; is the normalized membership of each optical
water type of the U-OWT, and N denotes the number of optical classes; here, N = 15. If
the 15 optical water types have the same membership, i.e., 1/15, H reaches a maximum
value of In(15) = 2.7, which means the maximum optical diversity; in contrast, if one bin is
composed of only one optical class, H reaches a minimum value of 0, which indicates the
minimum optical diversity.

3. Results
3.1. U-OWT Cluster Analysis

The mean normalized remote sensing reflectances nR,s(A) of 15 U-OWT classes for
the PACE hyperspectral sensor and different multispectral sensors are depicted in Figure 3.
For the original hyperspectral U-OWT scheme, the nR,s(A) spectra of different classes were
well separated from others. The peaks of OWT1-15 increased from blue wavelength to
near-infrared wavelength: the nR,s(A) peaks of OWT1-3 were located near 410nm; the
nRys(A) peaks of OWT4-6 were located near 490 nm; the nR,s(A) peaks of OWT7-12 were
located near 560 nm; the nR;(A) peaks of OWT13-15 were 700-800 nm. In addition, another
spectral peaks for OWT1-12 classes was observed near 685 nm, and the value of this
peak increased gradually from OWT1 to OWT12. The 685 nm mark is often used in the
calculation of fluorescence line height (FLH) and maximum Chlorophyll index (MCI),
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which are the indicators of the biological activity of phytoplankton [58]. Therefore, the
increasing 685 nm peak values may imply gradually stronger phytoplankton signals from
OWT1 to OWT12. OWT13-15 did not show obvious 685 nm peaks, and we deduced that
they were turbid water types and were more influenced by suspended sediments and
organic particles [10], causing the light availability to decrease for the primary producers,
thus limiting Chla concentration [23].

OWT1 OWT2 OWT3 OWT4 OWT1 OWT2 OWT3 OWT4
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Figure 3. Mean nR;s(A) spectra of U-OWT classes 1-15 corresponding to the hyperspectral (PACE)
and different multispectral (SeaWiFS, MERIS, MODIS-A, OLI, VIIRS-N, MSI-S2A, and OLCI-S3A)
satellite sensors.

As the set of U-OWT schemes of multispectral sensors were converted from the PACE
hyperspectral scheme, the shape and magnitude of the multispectral U-OWT nR,s(A) were
similar to the original hyperspectral scheme, especially for the multispectral sensors with
relatively more band numbers, e.g., OLCI and MERIS. On the contrary, the U-OWT schemes
of the multispectral sensors with fewer band numbers lost some spectral characteristics of
the original hyperspectral scheme, e.g., OLI, which had only four visible bands.



Remote Sens. 2021, 13, 4018

12 of 29

3.2. Reliability of the U-OWT
3.2.1. Inter-Comparison with Other AOP-based OWT Schemes

Regarding OWT schemes aiming at global ocean classification, including JL68, MO09,
WE16, JK17, and PT19, they showed good correspondence with the U-OWT. Each class
corresponded to one or more specific U-OWT classes, and the correlations were relatively
high (membership > 0.5). The OWT classes of JL68, MO09, and JK17 approximately corre-
sponded to OWT1-10 of the U-OWT successively; however, they had no corresponding
classes with OWT11-15 of the U-OWT. Specifically, JL68, MO09, and JK17 appeared to
classify oligotrophic water classes redundantly, i.e., they had several OWT classes corre-
sponding to OWT1-4 of the U-OWT, while for the mesotrophic and eutrophic waters, one
of their OWT classes often corresponded to several OWT5-10 classes of the U-OWT. It is
worth noting that when the backscattering ratio B varied, the above phenomena were still
valid for the JL68 scheme. As for WE16, its OWT classes well corresponded to OWT1-15 of
the U-OWT successively, though there was only WE16.OWT19 corresponded to OWT13-15
of the U-OWT. OWT1-17 of PT19 were well related to OWT1-12 of the U-OWT; however,
OWT18-21 of PT19, i.e., the CDOM-dominated classes [23], had no correspondence with
the U-OWT (Figure 4). In general, the U-OWT showed good comparability with other
global ocean-aimed OWT schemes, which indirectly proved the representativeness and
reliability of the U-OWT.

Though the U-OWT had good correlation with other ocean-aimed OWT schemes, the
correlation with the OWT schemes for the inland and coastal waters (including MO14, CST,
G5C, and G6C) was not significant. Many classes of these inland and coastal water-aimed
OWT schemes did not have classes corresponding to the U-OWT (Figure 4).

3.2.2. Consistency Analysis between Different Multispectral Sensors

For the 75 IOCCG oligotrophic, mesotrophic and eutrophic synthetic spectra (each
trophic state had 25 spectra), their dominant OWT (Figure 5) and average OWT mem-
berships (Figure 6) under the U-OWT context, which were calculated between different
multispectral sensors, showed relatively good consistency, although the dominant OWT
calculated under a few sensors’ U-OWT schemes was not equal to the majority counterparts,
the deviations were fewer than three dominant OWT classes.

For the two concurrent OLI and OLCI images, their spatial distribution patterns of the
OWT1-12 memberships were similar, although the membership values around the rims
of OWT1-9 were higher in the OLI image (Figure 7a), and the membership values around
the rims of OWT10-12 were higher in the OLCI image (Figure 7b). From the perspective
of the dominant OWT, both the OLI and OLCI images had similar spatial distributions
and values for the oligotrophic (OWT1-5) and eutrophic (OWT9-12) water types, however,
there was significant inconsistency in the spatial distributions in the mesotrophic water
types (OWT6-8) (Figure 8). The band settings of different multispectral sensors, specifically
the band numbers and the band locations, may have affected the U-OWT performance
between sensors.
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Figure 4. The U-OWT memberships of each water class (represented by mean nRs(A) vector) corresponding to different
AOP-based OWT schemes: (a) JL68 (B = 0.1), (b) MOO09, (c) WE16, (d) JK17, (e) PT19, (f) CST, (g) MO14, (h) G5C, and (i) G6C.
The relationships of the U-OWT with JL68 (B = 0.01) and with JL68 (B = 0.001) are not shown here, because of their high
similarity to the JL68 (B = 0.1).
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Figure 5. The U-OWT dominant OWT of the IOCCG synthetic Rys(A) for different water trophic states:
(a) 25 Ris(A) spectra with Chla = 0.3 ug/L (oligotrophic), (b) 25 Rys(A) spectra with Chla =3 pg/L
(mesotrophic), (c) 25 Rys(A) spectra with Chla = 30 pug/L (eutrophic).

3.2.3. Sensitivity Analysis

The local sensitivity of the U-OWT schemes corresponding to OLI, MODIS, and OLCI
are seen in Figures S3 and 54, and Figure 9, respectively. Taking OLCI as an example, the
perturbation of R, values in the wavelength range of blue bands (400-500 nm) mainly
affected the oligotrophic and mesotrophic water classes (OWT1-8), in terms of the dominant
OWT and the membership values. The increase in blue band R;s values could have
decreased the OWT class numbers, while the decrease in blue band R,s values could have
increased the OWT class numbers. Additionally, the perturbations of the green bands
(500-600 nm), red bands (600-700 nm), and near-infrared bands (700-800 nm) R,; values
mainly affected the mesotrophic (approximately OWT5-10), eutrophic (approximately
OWT9-12), and over-eutrophic (approximately OWT13-15) U-OWT classes, respectively. In
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addition, according to the membership sensitivity analysis, the OLCI U-OWT scheme can
endure nearly £30% Rys(A) perturbations on different wavelength ranges.
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Figure 6. The U-OWT average memberships of the IOCCG synthetic Rys(A) for different water
trophic states: (a) 25 Ris(A) spectra with Chla = 0.3 pg/L (oligotrophic), (b) 25 Ris(A) spectra with
Chla = 3 pug/L (mesotrophic), and (c) 25 Rs(A) spectra with Chla = 30 ug/L (eutrophic).
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Figure 7. The U-OWT memberships of the Pearl River Estuary’s (a) Landsat-8 OLI image on 23 October 2017, and
(b) Sentinel-3A OLCI image on 23 October 2017. The memberships of U-OWT13/14/15 are not shown here because of their
negligible values. The land and cloud pixels are masked.
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Figure 8. The U-OWT dominant OWT of (a) the Pearl River Estuary’s Landsat-8 OLI image on
23 October 2017, and (b) the Pearl River Estuary’s Sentinel-3A OLCI image on 23 October 2017. The
land and cloud pixels are masked.
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Figure 9. The U-OWT dominant OWT and membership changes in 15 OLCI mean Rys(A) vectors
under the variations in (a,b) the blue bands (400-500 nm), (c,d) the green bands (500-600 nm), (e,f) the
red bands (600-700 nm), and (g,h) the near-infrared bands (700-800 nm).
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The above phenomena were also detected in the OLI and MODIS U-OWT schemes.
However, the OLI and MODIS U-OWT schemes could only endure nearly £10 and £20%
Rys(A) perturbations on different wavelength ranges, respectively. That may be due to the
fewer band numbers of these two sensors. Generally, the sensitivity of the U-OWT was
influenced differently by the OWT classes, sensor types, and wavelength ranges [25].

3.3. Relationships to Other Water Type Taxonomies
3.3.1. Relationship to the Chla-Based TSI

The synthetic and in situ data showed that each U-OWT class corresponded to a
different Chla concentration range, whose values had an exponential increment (Figure S5).
The in situ measurements were globally located, and the high-numbered OWT samples
were mainly in the coastal regions, while the low-numbered OWT samples were mainly in
the open ocean waters (Figure S6). The Chla concentrations of oligotrophic water classes
(OWT1-4), mesotrophic water classes (OWT5-9), and eutrophic water classes (OWT10-12),
were mainly in the ranges of 0.01-1, 1-10, and >10 mg/m?, respectively. The synthetic
and in situ data did not contain enough OWT13-15 spectra samples; thus, the Chla con-
centrations of OWT13-15 are not shown here. However, it was expected that the Chla
concentrations of OWT13-15 were greater or roughly equal to OWT10-12. In addition,
the Chla concentrations of the adjacent OWT classes had overlapping intervals, which
indicated that the Chla inversion algorithms corresponding to the adjacent OWT classes
can be weighted blended based on memberships to improve the Chla inversion accuracy
in the full concentration range.

We regarded the water bodies with TSI < 30, 30 < TSI < 50, and TSI > 50 as oligotrophic,
mesotrophic, and eutrophic states, respectively [37]. From the analysis of the synthetic data
set, OWT1-4 of the U-OWT represented oligotrophic waters, OWT5-6 were transitional
between oligotrophic and mesotrophic states, OWT7-8 were mesotrophic waters, OWT9-
10 were transitional between mesotrophic and eutrophic waters, and OWT11-12 were
eutrophic waters (Figure 10a). The above phenomena were also confirmed by the in situ
observations (Figure 10b). Although in the synthetic and in situ data sets, there were not
enough R;s(A) spectra and Chla pairs corresponding to OWT13-15 classes, these water
classes were expected to belong to eutrophic waters.
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Figure 10. The relationships between the U-OWT and Chla-based TSI. (a) Scatterplot of data pairs of Chla-based TSI
and U-OWT dominant OWT from the IOCCG synthetic SeaWiFS convolutional R,s(A) (N = 500). Two boxes with black
dashes mark the dominant OWT5-6 (transition between oligotrophic and mesotrophic waters) and the dominant OWT9-10

(transition between mesotrophic and eutrophic waters). The points are plotted with 85% transparency to show the data
density. (b) Chla-based TSI distributions of NOMAD and CCRR in situ measurements corresponding to different U-OWT
dominant OWT (OWT1-OWT12). OWT13/14/15 are not shown here because of the lack of observations.
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3.3.2. Relationship to the Absorption Properties

The mean azo¢(A), ay,(A), ag(A), and a4(A) spectra of the PACE synthetic data for each U-
OWT class appear in Figure 11, and they were highly spectrally dependent. The magnitude
of absorption varies linearly with the concentration of the absorbing material [3]; therefore,
the exponential increase in the absorption spectra may illustrate the increasing absorption
materials for the U-OWT classes. Because of the presence of Chla, two peaks of the a,;,(A)
spectra were in the blue and red wavelength regions [3], one was near 440 nm, and another
was near 680 nm. The ag(A) values were high in the blue wavelength and decreased
exponentially to the red regions. The a,4(A) spectra were very similar to the a¢(A), but with
a more gently decreasing slope. The total absorption was composed of pure water and
three individual absorption components; thus, it had an exponential decreasing slope and
two peaks around the blue and red regions.
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Figure 11. Average total absorption coefficients a4,t(A), average phytoplankton absorption coefficients
ayp(A), average gelbstoff coefficients a¢()), and average non-algal particles absorption coefficients
a4(A) of each U-OWT class.

Similar to a ternary plot of the individual absorption contributions, a line chart depict-
ing the contributions of a,,,(440), a4(440), and a,(440) to total absorption after subtracting
water contribution is in Figure 12. From OWT1 to OWT11, n(a,y,) and n(a,) decreased
gradually, while n(a,) increased gradually and exceeded n(a,y,) and n(a;). The transition
was at OWT12; in this water class, n(a,;,) and n(a,) increased while n(ay) decreased. At
OWT13-15, the comparison between the individual contributions was n(a;) > n(ag) > n(ag).
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Figure 12. The contributions of the phytoplankton absorption coefficient at 440 nm a,,(440), CDOM
absorption coefficient at 440 nm a,4(440), and non-algal particle absorption coefficient at 440 nm a,;(440)
to total absorption ay,(440) after subtracting water contribution a,,(440) for each dominant OWT class
of the U-OWT. The error bars are the standard deviations of corresponding individual contributions.

3.3.3. Relationship to the Forel-Ule Scale

Analysis of the IOCCG synthetic data showed that in the oligotrophic water types,
i.e,, OWT1-6, one U-OWT class roughly corresponded to one FUI class; in the mesotrophic
water types, i.e., OWT7-10, one U-OWT class often corresponded to several FUI classes; in
the eutrophic water types, i.e., OWT11-15, one FUI class corresponded to several U-OWT
classes (Figure 13a). In other words, for the purpose of water quality assessment, the
distinguishable abilities of the U-OWT and FUI were equal in oligotrophic waters, FUI was
better in mesotrophic waters, while the U-OWT was better in eutrophic waters. The in situ
data from the global oceans and offshore China also confirmed the case (Figure 13b).
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Figure 13. (a) Hue angle distribution of each U-OWT class from the PACE synthetic data set (N = 714). The separations of
adjacent FUI are shown with dashed lines. (b) Scatterplot of data pairs of FUI and U-OWT dominant OWT from the in situ
measurements collected from 612 sites covering coastal and oceanic waters around the world (N = 612) and 195 sites in
coastal and oceanic waters off China (N = 195). The points are plotted with 85% transparency to show the data density.
FUI < 6,7 < FUI <9, and FUI > 10 represent oligotrophic, mesotrophic, and eutrophic waters, respectively [37].

In addition to the spectral analysis of comparison between the U-OWT and the FUI,
one OLCI image overpassing the Pearl River Estuary was processed for the spatial consis-
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tency analysis of the U-OWT and FUI. Figure 14 shows that the dominant U-OWT class had
a spatial pattern that was high consistent with the FUI, especially in terms of the boundary
distribution of the corresponding OWT and FUI classes. Similar to the spectral consistency
analysis, the FUI had a better ability to distinguish in mesotrophic waters than the U-OWT.
For instance, in the waters off Hong Kong, the U-OWT only classified waters into one class,
i.e., OWTS; however, the FUI classified the same areas into three classes, i.e., FUI7-9. The
U-OWT has its limitations; even so, its dominant OWT classes can potentially be regarded
as water quality indicators that are as useful as the FUL

Nl Dominant

OWT

12
M.

—
=

- W R h & a1 ® O

Figure 14. The (a) U-OWT dominant OWT and the (b) FUI spatial distributions of the Sentinel-3A
OLCI image taken overpassing the Pearl River Estuary on 23 October 2017. The land and cloud pixels
are masked.

3.4. Global Applications of the U-OWT

The U-OWT scheme was applied to the level-3 ESA-OC-CCI climatology monthly
Rys data to obtain the global oceanic dominant OWT (Figure 15), monthly OWT mem-
berships (Figure 15), and Shannon indexes of normalized memberships (Figure 16). The
dominant OWT and memberships showed that most ocean waters were occupied by the
two clearest water classes, i.e., OWT1 and OWT2. In addition, the OWT1 ocean regions
corresponded to the subtropical gyres surrounded by the OWT2 waters. The monthly
variations in subtropical gyres over the past 20 years were obtained: the subtropical gyres
in the Northern Hemisphere had a smaller area in January (Northern Hemisphere winter)
than in July (Northern Hemisphere summer), while the subtropical gyres in the Southern
Hemisphere had a larger area in January (Southern Hemisphere summer) than in July
(Southern Hemisphere winter). The OWT classes belonging to mesotrophic and eutrophic
waters were mainly located off the shores, including China coastal waters, Red Sea—Persian
Gulf, West Africa coastal waters, North Sea—Baltic Sea, East Coastal waters of the United
States, Caspian Sea, Black Sea, Argentine Sea, Bering Strait, etc. More details of these
coastal areas must be studies in the future. Generally speaking, the closer to the coast, the
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higher the eutrophic degree of the water bodies. The optical properties of some offshore
areas were the result of land-sea interaction. The coastal waters were affected both by
runoffs from land sources and by marine factors such as currents and tides.

Jun_g——
£

OWT 2 3 4 5 6 7 8 9 10 11 12

Figure 15. Global U-OWT dominant OWT monthly variability based on the ESA-OC-CCI v4.2
climatology monthly R,s (1998-2019).
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Figure 15. Global U-OWT memberships of (a) January, (b) April, (c) July, and (d) October, based on the ESA-OC-CCI v4.2
climatology monthly R;s (1998-2019). The memberships of OWT13/14/15 are not shown here because of their negligible
low values.
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Figure 16. Global monthly variability in the U-OWT normalized membership Shannon index based
on the ESA-OC-CCI v4.2 climatology monthly R;s (1998-2019).

The ocean optical diversity was observed from the Shannon index; the higher Shannon
index indicated higher diversity in the OWT classes, and vice versa. The Shannon index
appeared to be relatively high in the transition areas between different dominant OWT
classes, and this phenomenon was especially obvious in the edge areas of gyres. As the
optical diversity was related to the biological diversity [14,20], further studies are needed
to explore the bio-optical properties of the U-OWT Shannon index.
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4. Discussion
4.1. How Many Optical Water Types in the World?

According to the Section 3.2.1, the AOP-based OWT schemes which were designed
for inland and coastal waters, including MO14, CST, G5C and G6C, did not show good
consistency and compatibility with the U-OWT. We speculated that these optically complex
water-aimed OWT schemes may contain some unique water types, which the U-OWT does
not yet include. At the same time, several ocean-aimed OWT schemes, including JL68S,
MO09, WE16, JK17, and PT19, were quite compatible with the U-OWT, and most of their
water classes could be explained by OWT1-12 of the U-OWT. However, compared to the
U-OWT scheme, other ocean-aimed OWT schemes had relatively more oligotrophic water
classes and fewer mesotrophic and eutrophic water classes. From the authors’ point of
view, one of the most important applications of the optical water classification is in the
class-specific algorithms blending for the in-water constituents, such as Chla and total
suspended substance (TSS). The coastal and inland waters are more optically complex than
the oceanic waters, and some conventional inversion algorithms developed for the clear
oceanic waters do not perform well in these turbid waters; thus, class-specific algorithms
are urgently needed for these mesotrophic and eutrophic waters. Previous ocean- aimed
OWT schemes largely relied on huge in situ and remote sensing spectra samples, and the
clear water spectra occupied large proportions of their clustering samples, which affected
the water class clustering processes and led to more clear water types in the final OWT
schemes. The U-OWT was based on the synthetic spectra, which did not contain repeated
spectra samples. Therefore, the U-OWT was not affected by the occurrence frequency of
spectra, and more turbid water types could be distinguished, and the optical properties of
the optically complex waters could be more comprehensively represented by the U-OWT.

In general, the optical water type numbers of most AOP-based oceanic schemes were
between 8 and 23, while the optical water type numbers of most inland and coastal aimed
schemes were between 3 and 15. Although the water type numbers of most OWT schemes
were determined by the mathematical methods, some trade-offs must be considered: on
the one hand, too few classifications may not fully reflect the spectral characteristics of
different water bodies; on the other hand, too many classifications will reduce the efficiency
of OWT calculation, especially when involving many spectra or satellite data. According
to the sensitivity analysis of the U-OWT, OWT1-12 classes were mainly distinguished
by the visible wavelength, while the OWT13-15 classes were mainly distinguished by
the near-infrared region. The OWT13-15 classes had relatively high nR,s(1) magnitude
in 700-800 nm, which indicated that these water types were highly turbid. Because of
the insufficient in situ samples corresponding to the OWT13-15 classes, their bio-optical
properties were not fully explored in this study. In highly turbid coastal and estuarine
waters, optical variability can be determined for wavelengths longer than 670 nm and
cannot be captured by a sensor like SeaWiFS [14]. However, for some satellite instruments
that are equipped with near-infrared bands, such as MERIS, MSI and OLCI, they can well
detect the highly turbid water types; thus, the OWT13-15 classes of the U-OWT scheme
may be more distinguishable using these sensors.

Some previous AOP-based OWT schemes were compared with the U-OWT. However, be-
cause of the difficulty in obtaining the raw OWT spectra data, some OWT schemes proposed
by previous literatures were not included in such comparisons, such as Vantrepotte et al. [11],
Shi et al. [12], Mélin and Vantrepotte [14], Ye et al. [16], Hieronymi et al. [18], Monolisha et al. [20],
Spyrakos et al. [21], Uudeberg et al. [25], Xue et al. [26], Zhang et al. [27], Balasubramanian et al. [28],
and da Silva et al. [29] The adaptability of the U-OWT in inland waters also deserves to be explored,
and some unique OWT classes for inland waters may be added to the present U-OWT scheme in
the future.

4.2. Unification of Different Water Type Taxonomies

One of the most intuitive water type taxonomies is the multivariate combination of in-
water constituents, such as phytoplankton, detritus, CDOM, and sediment. These in-water
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constituents can be further subdivided into diverse groups, according to the species, sizes,
shapes, builds, etc. [3]. However, accurate and synoptic in situ measurement of the in-water
constituents is difficult. Thus, from a remote sensing perspective, IOPs and AOPs can
be regarded as the indirect indicators of water properties. The absorption and scattering
(backscattering) are the most important IOPs, and they are dependent on the in-water
constituents. Taking the radiative transfer model as a bridge, different kinds of AOPs, such
as ocean color, radiances, and reflectances can be expressed as the functions of IOPs, and
vice versa [59]. Likewise, from in situ or remote sensing observations, in-water constituents
can be inversely modeled by AOPs [60]. In general, the interrelationships between AOPs,
IOPs, and in-water constituents are explicit. To date, many commonly used water type
taxonomies are based on AOPs, IOPs, or in-water constituents, such as the fuzzy logic
classification of AOPs spectra, the Forel-Ule Scale, the absorption ternary plot, and the
Chla-based TSI. However, the interrelationships between these water classification systems
are still ambiguous. To the best of our knowledge, there is no consensus on a universal fuzzy
logic AOP-based OWT scheme, and this may hinder the further comparison and integration
of different kinds of water type taxonomies. Though different water classification systems
have their own characteristics and application scopes, the compatibility of these water type
taxonomies is helpful for their inter-comparison and mutual-conversion.

In addition to the Chla-based TSI and the individual absorption proportions, the U-
OWT showed high coordination with the Forel-Ule Scale. As the Forel-Ule Scale is known
for its applicability to global ocean and inland waters, thus, the U-OWT was indirectly
proven to have the potential to be applied globally. In essence, this indicated that the
core components of the U-OWT fuzzy logic classification scheme—OWT class mean nRys
vectors and covariance matrixes, were well suitable. At the same time, the U-OWT also
showed its difference from and superiority to the Forel-Ule Scale: the FU scale mainly
relies on the visible wavelength; thus, it cannot distinguish the spectral characteristics
on near-infrared bands, where optically complex waters have non-negligible signals [60].
However, the eutrophic water classes (especially OWT13-15) of the U-OWT can distinguish
those optically complex waters. Meanwhile, the fuzzy logic OWT scheme is a bridge and
intermediary with many application fields (see Section 4.3); thus, it is expected the U-OWT
will have a wider applicative perspective.

4.3. Future Prospects of the U-OWT

Broader applications of the U-OWT can be explored based on the direct U-OWT calcu-
lation indicators—OWT membership, OWT normalized membership, total membership,
and dominant OWT. One obstacle to the promotion of the fuzzy logic OWT method is
that there are few ready-made tools; thus, the authors of this study developed a freely dis-
tributed U-OWT calculation tool, and all the above direct OWT indicators can be calculated
by the readers. Some indirect OWT parameters derived from the direct OWT indicators are
also valuable, such as the Shannon index of the normalized membership.

The fuzzy logic OWT framework was initially introduced by Moore et al. [8], and
it has been widely used in bio-optical algorithms blending, such as Chla [11,15,16,22,30]
and TSS [28]. In optically complex waters, it is difficult to inverse in-water constituents
over entire concentration ranges, and it may be more realistic to use a series of branching
algorithms to deal with this problem, rather than a single, all-purpose algorithm [60]. The
fuzzy logic OWT schemes can seamlessly integrate such a series of branching inversion al-
gorithms of different water classes, the membership-weighted blending retrievals from the
class-specific algorithms showed smooth and continuous patterns [8], which were superior
to some conventional means. In the field of IOPs inversion, the spectral slope values of
the absorption or backscattering spectra were usually regarded as a constant for all water
states. However, the spectral slope of IOPs are related to different water types [31]; thus, the
U-OWT scheme may play an active role in the IOPs inversion. In addition, the OWT total
membership can be used in the uncertainty assessment of in situ spectra or remote sensing
images [6,18,22]. This study also showed that the U-OWT was highly coordinated and com-
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patible with the TSI and Forel-Ule Scale, therefore, the dominant OWT of the U-OWT can
be regarded as an indicator of water quality assessment [20,23,25,28,29]. What is more, the
OWT schemes were helpful in the biogeochemical province partition of the oceans [61-63],
the marine mesoscale features (water mass, eddy, plume, etc.) extraction [13,23,28], and
the ocean biological diversity analysis [14,20]. All the areas where previous OWT schemes
have been applied are worth applying the U-OWT, and more application scenarios are also
expected in the future.

5. Conclusions

In this study, we conducted an unsupervised classification of the PACE synthetic
hyperspectral data set, then obtained a fuzzy logic optical water type scheme (abbreviate
as the U-OWT). The U-OWT divided the oceanic and coastal waters into 15 classes, from
OWT1 to OWT15. The low-numbered classes represented clear oligotrophic water types,
and the high-numbered classes represented turbid eutrophic water types. Specifically, the
OWT13/14/15 classes were sensitive to the over-turbid waters with high near-infrared
reflectance signals. Compared to OWT schemes from previous studies, the U-OWT was
not affected by the frequency of clustering spectral samples, thus, it could distinguish
more mesotrophic and eutrophic state water types. The U-OWT classified water bodies
according to the spectral shapes; thus, it could resist a certain degree of disturbance from
input R, values.

The U-OWT was tailored for several commonly used multispectral satellite sensors,
including SeaWiFS, MERIS, MODIS, OLI, VIIRS, MSI, and OLCI. The reliability analysis
showed that the performance of U-OWT were consistent between different satellite sensors.
If necessary, the U-OWT can also be extended to more multispectral ocean color instruments.

The relationships of the U-OWT with other water classification taxonomies, including
Chla-based TSI, multivariate absorption combinations, and the Forel-Ule Scale, were also
analyzed. The results showed that the U-OWT was well compatible with other water
type taxonomies: OWT1-4 of the U-OWT represented oligotrophic state waters, OWT5-6
were transitional between oligotrophic and mesotrophic states, OWT7-8 were mesotrophic
state waters, OWT9-10 were transitional between mesotrophic and eutrophic waters, and
OWT11-15 were eutrophic state waters; OWT1-15 had the exponentially increasing trend
of the absorption coefficients pairs, and there was a significant magnitude gap between
OWT13-15 and OWT1-12, which may illustrate the distinctive properties of the highly
turbid OWT13-15 classes; one U-OWT class roughly corresponded to one FUI class in the
oligotrophic water types, one U-OWT class corresponded to several FUI classes in the
mesotrophic water types, and one FUI class corresponded to several U-OWT classes in the
eutrophic water types. Our analysis demonstrated that the U-OWT had the potential to be
universally applied to global ocean waters, and it was also helpful for the inter-comparison
and unification of the U-OWT and other water classification taxonomies.

In addition to the class-specific algorithm blending, more application scenarios of
the U-OWT deserve to be mined in the future. Although the U-OWT was suitable for
ocean water classification, its applicability to inland waters needs to be further explored.
Additionally, an IDL®-based U-OWT calculation tool was made freely available, so the
relative indicators of the U-OWT can be calculated by the readers.

Supplementary Materials: The following are available online at http:/ /www.mdpi.com/sl, Figure S1:
Mean vectors of the AOP-based OWT schemes from previous studies, Figure S2: True color compos-
ites of two concurrent (23 October 2017) Landsat-8 OLI and Sentinel-3A OLCI images, Figure S3: The
U-OWT sensitivity analysis under OLI context, Figure S4: The U-OWT sensitivity analysis under
MODIS-A context, Figure S5: The relationships between the U-OWT and Chla concentrations, and
Figure S6: Locations of NOMAD and CCRR in situ measurements and their dominant OWT. A
standalone U-OWT calculation tool designed for different multispectral sensors’ Rys spectrum file
(with text format) and image file (with tiff format) is freely distributed as a supplementary material.
This tool can calculate dominant OWT, OWT membership, normalized membership, and total mem-
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bership on each multispectral Rrs spectrum or pixel. The IDL® version 8.5 was used in the U-OWT
calculation tool development.r
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Appendix A

Table A1l. Linear coefficients to calculate the chromaticity values based on OLCI bands [36].

ith Band 1 2 3 4 5 6 7 8 9 10 11
Ai(nm) 400 413 443 490 510 560 620 665 673.5 681.25 708.75
X; 0.154 2957 10.861 3.744 3.750 34.687 41.853 7.323 0.591 0.549 0.189
Yi 0.004 0.112 1.711 5.672 23.263 48.791 23.949 2.836 0.216 0.199 0.068
Zj 0.731 14.354 58.356 28.227 4.022 0.618 0.026 0.000 0.000 0.000 0.000

Table A2. The FUI look-up table under the second hue definition [57].

FUI a FUI a FUI a
1 40.467 8 170.463 15 222.115
2 45.196 9 181.498 16 227.629
3 52.852 10 191.835 17 232.830
4 67.169 11 199.038 18 237.352
5 91.298 12 205.062 19 241.759
6 122.585 13 210.577 20 245.551
7 151.479 14 216.557 21 248.953
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