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Abstract: Monitoring the spatiotemporal variability of nutrient concentrations in shelf seas is im-
portant for understanding marine primary productivity and ecological problems. However, long
time-series and high spatial-resolution nutrient concentration data are difficult to obtain using only on
ship-based measurements. In this study, we developed a machine-learning approach to reconstruct
monthly sea-surface dissolved inorganic nitrogen (DIN), dissolved inorganic phosphorus (DIP), and
dissolved silicate (DSi) concentrations in the Yellow and Bohai seas from 2003-2019. A large amount
of in situ measured data were first used to train the machine-learning model and derive a reliable
model with input of environmental data (including sea-surface temperature, salinity, chlorophyll-a,
and K4490) and output of DIN, DIP, and DSi concentrations. Then, longitudinal (2003-2019) monthly
satellite remote-sensing environmental data were input into the model to reconstruct the surface
nutrient concentrations. The results showed that the nutrient concentrations in nearshore (water
depth < 40 m) and offshore (water depth > 40 m) waters had opposite seasonal variabilities; the
highest (lowest) in summer in nearshore (offshore) waters and the lowest (highest) in winter in
nearshore (offshore) waters. However, the DIN:DIP and DIN:DSi in most regions were consistently
higher in spring and summer than in autumn and winter, and generally exceeded the Redfield ratio.
From 2003-2019, DIN showed an increasing trend in nearshore waters (average 0.14 pmol/L/y),
while DSi showed a slight increasing trend in the Changjiang River Estuary (0.06 umol/L/y) but a
decreasing trend in the Yellow River Estuary (-0.03 umol/L/y), and DIP exhibited no significant
trend. Furthermore, surface nutrient concentrations were sensitive to changes in sea-surface tempera-
ture and salinity, with distinct responses between nearshore and offshore waters. We believe that our
novel machine learning method can be applied to other shelf seas based on sufficient observational
data to reconstruct a long time-series and high spatial resolution sea-surface nutrient concentrations.

Keywords: dissolved inorganic nitrogen; dissolved inorganic phosphorus; dissolved silicate; remote
sensing; machine learning; artificial neural network

1. Introduction

Nutrients in the ocean are essential for marine phytoplankton growth and thus play
an important role in marine primary production [1]. Dissolved inorganic nitrogen (DIN),
dissolved inorganic phosphorus (DIP), and dissolved silicate (DSi) are three of the most
important nutrients, among others, for marine phytoplankton. Their concentrations and
ratios can significantly affect the primary productivity level in the ocean and the state
of marine ecosystems [2—4]. For instance, excessively high nutrient concentrations or an
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imbalanced nutrient ratio in coastal oceans can lead to seawater eutrophication, causing dis-
orders in the structure of phytoplankton populations and, in serious cases, large-scale algal
blooms, which have serious impacts on marine fisheries and the marine environment [5].
Therefore, monitoring DIN, DIP, and DSi concentrations and their spatiotemporal variation
is important for understanding the level and variability of marine primary productivity
and addressing environmental problems such as marine eutrophication and algal blooms.

However, it is not easy to obtain data on marine DIN, DIP, and DSi concentrations.
Commonly, concentrations of these nutrients can be acquired by collecting in situ seawater
samples from marine survey cruises and measuring them in the laboratory [6-8]. This
method is accurate and can provide first-hand information on ocean nutrient concentra-
tions. However, owing to the relatively high financial costs of survey cruises and the
limited number of observation stations, it is difficult to obtain high spatial resolution and
continuous long time-series nutrient concentration data by in situ observations, which may
result in uncertainty in analyses of the spatiotemporal variability of nutrient concentrations.

Owing to the limitations of in situ observations, numerical simulation of low trophic-
level ecological processes and nutrient transport and transformation processes using marine
ecosystem dynamic models has become an important means to compute the spatiotemporal
distribution of nutrients in the ocean (e.g., Dutkiewicz et al. [9]; Luo et al. [10]). This
approach is based on an understanding of physical and biogeochemical processes in the
ocean, and the results are highly interpretable. However, biological processes in the ocean
are very complex and remain unclear [11]. Thus, the current marine ecosystem dynamic
model may not correctly model or parametrize biological processes [12,13]. This uncertainty
may introduce a large bias in the results of the modeled nutrient concentrations, which
may reduce confidence in the prediction results of the numerical model [14]. In addition,
the establishment and setup of marine ecosystem dynamic models is complicated and
difficult as they usually require the coupling of a hydrodynamic model and a biological
model, and the setting of tens of parameters (e.g., Geary et al. [15]; Piroddi et al. [16]).
Furthermore, running the numerical model usually involves a high computational cost,
especially for high-resolution modeling. These issues hinder the application of the marine
ecosystem dynamic modeling approach. With the rapid increase in oceanic data, the
machine-learning approach, which has the advantages of low computational cost and easy
learning, has attracted increasing attention and has been widely used in the simulation and
prediction of marine hydrology and ecology, such as seawater temperature [17], sea ice [18,19],
chlorophyll-a concentrations [20], seawater carbon dioxide [21], marine phytoplankton
abundances [22] and microbiome [23]. Machine-learning methods use a large amount of
data to obtain a strongly nonlinear and complex relationship model between the input and
output variables. Machine-learning methods focus more on the accuracy of prediction than
on inherent processes [24]; thus, they are appropriate for situations that focus on prediction
results rather than the inherent mechanism.

Satellite remote sensing is an alternative and important means of monitoring marine
environments (e.g., sea-surface temperature, sea surface chlorophyll-a concentration, and
seawater turbidity) with the characteristics of large spatial coverage and long time series.
However, because there is no direct physical relationship between nutrient concentration
and water color, satellite remote sensing cannot directly monitor marine nutrient concentra-
tions [25]. Water nutrient concentrations can be monitored indirectly using the relationship
between nutrient concentration and satellite-derived information to retrieve marine nutri-
ent data. For example, Du et al. [26] used satellite remote sensing estimation of the total
phosphorus concentration in the Taihu Lake based on a semi-analytical model of the absorp-
tion coefficient. Wang et al. [25] and Huang et al. [27] used machine learning and satellite
remote-sensing reflectance to retrieve DIN and DIP concentrations in the Changjiang River
Estuary region and Shenzhen Bay, respectively. These studies focused on relatively small
spatial-scale regions (i.e., lakes, estuaries, or bays). However, to the best of our knowledge,
the applicability of nutrient data retrieval by satellite remote sensing in continental shelf
sea areas on a relatively large spatial scale has not previously been examined. Moreover,
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the machine-learning model based on satellite absorption coefficient or remote-sensing
reflectance data cannot evaluate the relationship between the marine environmental factors
(e.g., temperature, salinity, and phytoplankton) and nutrient concentration. In this study;,
we propose a novel method to reconstruct large spatial scales and long time-series sea
surface nutrient concentrations in typical shelf seas, that is, the Yellow and Bohai seas (YBS)
with a total area of ~460,000 km? (Figure 1a), by using a machine-learning method along
with in situ measured and satellite-derived marine environmental data. In contrast to previ-
ous studies, we first established a machine-learning model of marine environmental factors
(input) and DIN, DIP, and DSi concentrations (output), which were trained using an in situ
measured dataset. Then, by inputting the long time-series satellite-derived environmental
data into the model, we reconstructed the monthly sea-surface nutrient concentrations in
the YBS from 2003-2019. Finally, sensitivity experiments of the model were conducted to
evaluate the effects of different environmental factors on nutrients. The method that can

be applied to other shelf seas to reconstruct a long time-series and high spatial resolution
sea-surface nutrient concentrations based on sufficient observational data.
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Figure 1. (a) Topography and the model domain of the Yellow and Bohai Seas (YBS). Six representative
subregions (red boxes al-a6) were selected and analyzed in this study. Boxes al-a6 show the locations
of the regions of the Bohai Sea (BS), the North Yellow Sea waters (NYS), South Yellow Sea waters (SYS),
Subei Coastal Waters (SCW), Changjiang River Estuary water (CRE), and Yellow River Estuary water
(YRE), respectively. (b) Sampling sites for measured dissolved inorganic nitrogen (DIN), inorganic
phosphorus (DIP), and (DSi) data used in the model training.

The remainder of this paper is organized as follows. In Section 2, the design of the sea
surface nutrient reconstruction method with the machine-learning model, dataset source,
and machine-learning algorithms are described. In Section 3, we compare the results of
the three machine-learning algorithms and analyze the spatial distribution and temporal
variation characteristics of DIN, DIP, and DSi from the best-performance model and the
effects of different environmental factors. The advantages and limitations of the machine-
learning approach and dynamics of nutrient variability in the YBS are discussed in Section 4.
Finally, a brief conclusion is presented in Section 5.
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2. Data and Methods
2.1. Design of the Machine-Learning Model for Sea Surface Nutrient Concentrations

As shown in Figure 2, in situ measured data were used to train the machine-learning
model, then the best trained model was selected, and finally large spatial-scale and long
time-series satellite data were input into the model to derive the reconstructed results of
nutrient concentrations.

Measurements Satellite

l

Lon. Lat, Depth, Date.
SST. 8SS, Chl-a, K490

Lon, Lat, Depth, Date,
SST. SSS, Chl-a. K490,
DIN. DIP. DSi

Training

Machine Learning Algorithm
[swR | (RPR ) [ ANN

Parameter Tuning

Evaluation
Input

[ Optimal
| Model

Figure 2. Process of modeling nutrient concentrations based on the in situ measured and satellite data
and the machine-learning approaches. Lon, longitude; Lat, latitude; SST, sea surface temperature; SSS,
sea surface salinity; Chl-a, chlorophyll-a; DIN, dissolved inorganic nitrogen; DIP, dissolved inorganic
phosphorus; DSi, dissolved silicate; SVR, support vector regression; RFR, random forest regression;
ANN, artificial neural network.

In the machine-learning models, the sea-surface nutrient concentrations (DIN, DIP,
and DSi) were set as the output variables. The variability in nutrient concentrations in
shelf seas is related to time and space, and is influenced by the hydrological environment
(e.g., temperature and river runoff) and biogeochemical elements (e.g., phytoplankton
activity and suspended particulate matter). Thus, the model input variables included eight
predictors: longitude (Lon) and latitude (Lat), time (t) (using a cosine and sine transfor-
mation of the date of the year to create a seasonal cycle, based on ideas put forward by
Sammartino et al. [28]), water depth at the sampling site (depth), sea-surface temperature
(SST), sea-surface salinity (SSS), chlorophyll-a concentration (Chl-a), and suspended matter
concentration (represented using the water diffuse attenuation coefficient K3490); Lon, Lat,
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and t can represent the spatial and temporal variability of the nutrients; SST, SSS, and depth
can influence the water mixing and thus represent the effects of the hydrological environ-
ment, while Chl-a represents biological effects and the suspended matter concentration
represents the effect of the suspended particulate matter. However, the suspended matter
concentration (SMC) was not directly measured during the cruises; thus, we replaced it
with the K3490 satellite products, given the strong positive correlation between SMC and
K4490 [29]. In addition, river discharge and precipitation can also influence the nutrients,
while their influence could be reflected by SSS as the river discharge and precipitation
indirectly influence SSS. Thus, river discharge and precipitation were not considered as
input variables in the model. The observed SST, SSS, and Chl-a were directly measured
during the cruises. All input and output variables were standardized before use to remove
the impact of oversized data.

Three machine-learning algorithms [i.e., the support vector regression (SVR), random
forest regression (RFR), and artificial neural network (ANN)] were used to train the nutrient
models. The prediction accuracy and results of the three algorithms were then compared,
and the model with the optimal performance was selected. Finally, the monthly mean
data (SST, SSS, Chl-a, and K3490) for 20032019 from the satellite for the predictors were
input into the machine-learning model to derive the spatiotemporal variation in the surface
nutrient concentrations in the YBS.

2.2. Data Sources
2.2.1. In Situ Measured Data

In this study, in situ measured environmental and nutrient data from the YBS were
used to train the nutrient machine-learning model. Most data were collected from 10 cruises
in the YBS from 2010-2019 (Table 1). A total of 1081 surface water samples were collected
during these cruises. SST, SSS, DIN, DIP, DSi, and Chl-a in the surface layer (3-m water
depth) were measured at ~100 sites in each cruise (Figure 1b). SST and SSS were measured
in situ using a conductivity-temperature—depth instrument (CTD, SeaBird 911 plus). The
DIN, DIP, and DSi of the samples were analyzed in the laboratory using flow injection
analysis (AA3, Bran + Luebbe, Germany). DIN is the total concentration of NO?*—, NO?-,
and NH**. Chl-a was extracted with 15 mL of 90% acetone in the dark for 24 h in a
refrigerator and concentrations were detected using a Chl-a fluorescence method. More
details on the sample measurement processes in these cruises are presented in Wang et al. [30]
and Lin et al. [31]. In addition to the data of the 10 cruises, other in situ measured data in
the YBS were derived from published literature and the 2016 field survey by the Ecological
Environment Department of Shandong Providence (more details are presented in Table 1).
Finally, 2372 samples of DIN, 1852 samples of DIP, and 1271 samples of DSi were collected,
which constituted the dataset for establishing the machine-learning model.

Table 1. Summary of in situ measured measurements in the Yellow and Bohai seas (YBS). DIN,
dissolved inorganic nitrogen; DIP, inorganic phosphorus; DSi, dissolved silicate.

Number of Samples

Data Source Sampling Time DIN DIP DSi
Cruise 1 in this study 29 April-4 May 2010 91 89 91
Cruise 2 in this study 2-20 May 2012 116 115 116
Cruise 3 in this study 2-19 November 2012 105 105 105
Cruise 4 in this study 28 April-18 May 2014 106 123 122
Cruise 5 in this study 8-23 November 2014 123 123 123
Cruise 6 in this study 14-30 January 2016 77 77 77
Cruise 7 in this study 17 August-5 September 2015 109 107 106
Cruise 8 in this study 28 March-16 April 2018 111 113 113
Cruise 9 in this study 24 July-8 September 2018 117 117 117

Cruise 10 in this study 8 April-6 May 2019 85 85 85
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Table 1. Cont.
Number of Samples

Data Source Sampling Time 5
DIN DIP DSi

Field Survey by EDSP March—October 2016 425 425 \

Sui et al. [32] February & May 2014 100 100 \

Mi et al. [33] 6-25 April & 12-29 August 2011 74 74 74

Cui et al. [34] May 2011 \ \ 1

Dong et al. [35] 10 May-5 June 2011 6 6 6

Ye et al. [36] February & May & August & November 2013 16 12 16

Li et al. [37,38] 4-20 March & 17-28 August 2013 4 4 4

Chen et al. [39] 2 February 2015-1 January 2016 21 36 22

Lv et al. [40] 5-23 August 2014 48 48 \

Wei et al. [41] (21 January, 15 April, 21 October), 2007 & 24 July 2006 545 \ \

Guo et al. [42] (4 May, 12 November), 2014 & 4 September 2015 & 22 January 2016 93 93 93
Total 2372 1852 1271

2.2.2. Satellite Data

Satellite-derived sea-surface environmental data were input into the trained machine-
learning model to obtain the reconstructed sea-surface nutrient concentrations. The monthly
mean SST and K4490 data in the YBS from 2003-2019 were obtained from moderate-
resolution imaging spectroradiometer (MODIS) satellite products of the National Aeronau-
tics and Space Administration (NASA) (downloaded from https://coastwatch.pfeg.noaa.
gov/erddap/index.html (accessed on 3 August 2021)). Monthly mean Chl-a data from
2003-2019 were acquired from Wang et al. [30], they established a novel statistical algo-
rithm for satellite-derived Chl-a, using the generalized additive model (GAM) algorithm to
alleviate the effect of suspended sediments and colored dissolved organic matter on Chl-a
concentrations and improve the data accuracy. The detailed GAM algorithm and Chl-a
validation for the Yellow Sea were published by Wang et al. [30], and we used it as one of
the biogeochemical elements variables for model input. All these data had a spatial resolu-
tion of ~4 km. Satellite data products for global SSS, such as Soil Moisture Active Passive
(SMAP, https:/ /podaac.jpl.nasa.gov/dataset/OISSS_L4_multimission_7day_v1 (accessed
on 3 August 2021)), can be used as the input data. However, these SSS satellite products do
not cover the Bohai Sea region. Therefore, we used SSS data from a hydrodynamic model
of the eastern shelf seas of China, which has been established and validated [43]. However,
when the coverage area of the satellite SSS data increases in the future, it can replace the
modeled SSS data.

2.3. Machine-Learning Algorithms

Three popular machine-learning algorithms, SVR, RFR, and ANN, were used to
establish the nutrient machine-learning models.

The support vector machine (SVM) is a binary classification model in which the main
idea is to solve nonlinear problems in low-dimensional spaces by mapping samples from
low-dimensional feature spaces to high-dimensional feature spaces using nonlinear func-
tions, which are effective in solving small-sample, nonlinear, and high-dimensional pattern
recognition problems [44—46]. SVR is a branch of the SVM; here, we used a grid search
method with 5-fold cross-validation to find the parameters C and Gamma to minimize the
mean square error to complete the model. Our final model had a C of 100 and a Gamma of
0.1 for DIN; a C of 1 and a Gamma of 0.1 for DIP; and a C of 10 and a Gamma of 1 for DSi.

RFRis an integrated learning algorithm based on multiple regression decision trees [24].
The results are taken from the average regression prediction for each decision tree. RFR has
good randomness [47]; not only are the training samples of each tree randomly sampled by
bootstrap method resampling, but the set of segmentation attributes of each node in the tree
is also determined by random selection, which ensures the variability of each regression
tree and improves the predictive capability of the model, ensures good tolerance to noise
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and outliers, and avoids overfitting to a certain extent. We used an RFR algorithm with
500 trees to build the model.

An ANN is an information-processing model built by simulating biological neural
networks [48]. It uses the network structure to calculate the relationship between the input
and output by simulating the activation and transmission process of human neurons, and,
finally, builds a model that minimizes the error between the output result and the real result.
An ANN consists of a large number of interconnected neurons forming a series of input,
hidden, and output layers, which are connected by weight lines such that information flows
from the input layer to the output layer. An activation function was used to make it suitable
for nonlinear situations when calculations were performed between the upper and lower
layers. In this study, after trialing and comparing various settings, the DIN, DIP, and DSi
models were finally established by using one layer input, two hidden layers, and one layer
output with 32 neurons in each hidden layer, and using the Adam optimization algorithm
with a dropout ratio of 10% and a learning rate and the ReduceLROnPlateau decay method.
The difference is that the second layer of DIN uses the rectified linear unit (ReLU) activation
function, the third layer uses the exponential linear unit (ELU) activation function, the
learning rate is set to 0.0005, and the weight decay is set to 0.0001; the activation functions
used in DIP are all ReLUs, the learning rate is set to 0.00045, the weight decay is set to
0.00001; the activation functions used in DSi are all ELUs, the learning rate is set to 0.0005,
and the weight decay is set to 0.00001.

2.4. Evaluation of Machine-Learning Models

We trained the machine-learning models for the three nutrients using different algo-
rithms. All observed sample datasets were randomly divided into training, validation, and
test sets at a ratio of 8:1:1. The models were repeatedly trained and validated using training
and validation sets. The test set was compared with the prediction results of the model to
evaluate the accuracy of the machine-learning models based on three indicators: root mean
square error (RMSE), correlation coefficient (R), and skill score (SS).

RMSE represents the standard deviation of the difference between the observed and
predicted models, which was calculated as follows:

N 2
Z (ObSl’ - MOdZ‘)

RMSE = \| =1 1
MS N , 1)

where N is the total number of samples used in the test; and Obs; and Mod; are the observed
and model values of the nutrient concentration for the ith sample, respectively.

R represents the correlation coefficient between the model and observed results, and
was calculated as follows:

Tz

[(Modi — Mod) * (Obs; — @)}

R= @)

™=z

—_

—___, N _
(Mod; — Mod)” x ¥~ (Obs; — Obs)
i=1

i=

where the overbar represents the mean value.
SS is widely used to evaluate model performance; it quantifies the magnitude of the
model bias relative to the observation variance and was calculated as follows:

N 2
Z (MOdZ‘ — ObSl‘)

SS=1-"

I
—_
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(Obsi - @)
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The model performance level is categorized by SS as follows: >0.65 excellent; 0.65-0.5
very good; 0.5-0.2 good; and <0.2 poor [49].

2.5. Analysis of Effects of Environmental Factors

To understand the effects of different environmental factors on nutrient concentrations,
a series of sensitivity experiments were conducted as described by Chen et al. [14]. In the
experiments, we varied each of the environmental predictors (including SST, SSS, Chl-a,
and K3490) while holding the other predictors constant. Then, we used the ANN model
which had the best performance (see Section 3.1) to calculate the response of the nutrient
concentration to each environmental predictor. In the experiment, the input SSS (and SST)
varied by -2, —1.5, —1, —0.5, +0.5, +1, +1.5, and +2 PSU (°C) relative to the values in the
original experiment (i.e., the control run), respectively, while inputting the Chl-a and K3490
varied by —10%, —7.5%, —5%, —2.5%, +2.5%, +5%, +7.5%, +10% relative to the values in
the original experiment, respectively, owing to their much larger variance. The modeled
nutrient concentrations in the YBS region from 20032019 for each experiment were output
and their temporal averages were calculated and compared with the original model results
to quantify the effects of environmental variability on nutrient concentrations.

3. Results

We first compared and evaluated the performance of a nutrient model using different
machine-learning algorithms. We then analyzed the results of the model that exhibited the
best performance and examined the variability of the sea-surface nutrient concentration in
the YBS from 2003-2019. Finally, the sensitivity experiment results were used to analyze
the effects of environmental factors.

3.1. Evaluation of Machine-Learning Models

The test results of the nutrient models with different machine-learning algorithms
are shown in Table 2. Generally, the performances of the three models were satisfactory,
with all R values >0.7 and all SS values >0.5. The DIN model results obtained the highest
R value (>0.8) for all three machine-learning algorithms, which was probably due to the
larger amount of training data for DIN. In terms of the three evaluation indicators, the RFR
algorithm obtained the highest accuracy among the three machine-learning algorithms,
followed by ANN (Table 2). However, the spatial distribution of the nutrient concentrations
of the RFR model showed a sudden change in the spatial distribution of the modeled nutrient
concentrations (e.g., Figure 3), suggesting some degree of overfitting of the RFR model. Thus,
in the following text, we mainly focus on the results of ANN, rather than RFR, as ANN
showed good performance in both the evaluation indicators and spatial distribution. A good
performance of the ANN was also suggested by previous oceanographic studies [28,47,50].

The detailed test results for the ANN models for the three nutrient concentrations are
shown in Figure 4. The R values for DIN, DIP, and DSi were 0.84, 0.77, and 078, respectively,
suggesting a good correlation between the model and observed results. The RMSE values
of the DIN, DIP, and DSi were 5.74, 0.16, and 2.62 umol/L, respectively. The histogram of the
model bias distribution showed that >63% of the DIN bias was within the range of £3 umol/L,
>80% of the DIP bias was within the range of £0.17 umol/L, and >80% of the DSi bias was
within the range of +3 umol/L. The SS values for the ANN models of DIN, DIP, and DSi were
0.70,0.59, and 0.61, respectively, suggesting good model performances. Thus, the trained ANN
models were reliable for reconstructing nutrient concentrations in the YBS.
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Figure 3. Spatial distributions of the modeled dissolved inorganic nitrogen concentrations in 2015
with different machine-learning algorithms. SVR, support vector regression; RFR, random forest
regression; ANN, artificial neural network. (a) SVR, (b) RFR, (c) ANN.
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Figure 4. Evaluation of the artificial neural network models for: (a,b) dissolved inorganic nitrogen
(DIN) concentrations, (c,d) dissolved inorganic phosphorus (DIP) concentrations, and (e,f) dissolved
silicate (DSi) concentrations. (a,c,e) show the correlations between the model and observed results;
(b,d,f) show the error distributions of the model output. R, correlation coefficient; RMSE, root mean
square error; SS, skill score.
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Table 2. Correlation coefficient (R), root mean square error (RMSE), and skill score (SS) values for the
test of the nutrient models with different machine-learning algorithms. DIN, dissolved inorganic
nitrogen; DIP, inorganic phosphorus; DSi, dissolved silicate; SVR, support vector regression; RFR,
random forest regression; ANN, artificial neural network.

Nutrient model Indicator SVR RFR ANN
R 0.81 0.84 0.84
DIN RMSE (umol /L) 6.13 498 5.74
SS 0.66 0.70 0.70
R 0.71 0.84 0.77
DIP RMSE (umol /L) 0.18 0.13 0.16
SS 0.51 0.71 0.59
R 0.73 0.87 0.78
DSi RMSE (umol/L) 2.87 2.05 2.62
SS 0.54 0.76 0.61

3.2. Surface Nutrient Concentrations of the YBS from 2003-2019

The monthly mean surface DIN, DIP, and DSi concentrations in the YBS from 20032019
were derived from the ANN models by inputting the monthly mean SST, SSS, Chl-a, and
K4490 from 2003-2019. The spatiotemporal variability of DIN, DIP, and DSi concentrations
and their ratios were analyzed. To explore the regional difference in the seasonal variation,
we selected six representative subregions [Figure 1a; the subregions of the Bohai Sea (BS),
North Yellow Sea (NYS), South Yellow Sea (SYS), Subei Coastal water (SCW), Changjiang
River Estuary (CRE), and Yellow River Estuary (YRE)]. The spatial mean nutrient concen-
trations in each subregion were calculated, and the seasonal and interannual variations
were analyzed.

3.2.1. Regional and Seasonal Variations

As shown in Figure 5, all three nutrients showed relatively high concentrations in
nearshore waters (water depth < 40 m) and relatively low concentrations in deep offshore
waters (water depth > 40 m). The average DIN, DIP, and DSi concentration were 11.09,
0.41, and 6.74 umol/L in the nearshore waters, and 4.24, 0.37, and 5.59 umol/L in offshore
waters, respectively. The DIN and DSi concentrations were highest in the CRE region
with annual average concentrations of 23.0 umol/L and 18.1 umol/L, respectively, and
lowest in the SYS region with annual average concentrations of 2.4 pmol/L and 4.1 pumol/L,
respectively. The highest and lowest DIP concentrations occurred in the SCW region (annual
average concentration of 0.50 pumol/L) and the SYS region (annual average concentration
of 0.19 pmol/L), respectively.

The nutrient concentrations in the different regions showed different seasonal vari-
abilities (Figure 6). Nutrient concentrations were relatively high in winter (January and
December) in offshore waters (i.e., SYS and NYS) and high in summer in coastal waters
(i.e., SCW, CRE, and YRE). Generally, DIN, DIP, and DSi in the same region showed sim-
ilar seasonal variability. However, in the BS, DIP showed a high concentration in June
(0.6 umol /L), whereas the DIN and DSi concentrations remained low in summer.
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Figure 5. Spatial distributions of climatological monthly mean concentrations of dissolved inorganic
nitrogen (DIN), dissolved inorganic phosphorus (DIP), and dissolved silicate (DSi) from 2003-2019.

DIN DIP DSi
O s '8s 301 s
20 o / 20
05¢ o > 4 =
R R N> 101~ ——
0 o - ¢ - " - ' - " - g ol P —
307 nvs "I nvs 01 Nys
—_20 osh - 20}
= 10} 03\ 10 e —
<} b \——T T h ~— n
g © . o! . : . 0! : : .
2 Prgvs 'Isvs 0 sys
c 2 20}
S 05K " 10
= .
© A S~ e 3 i - i - 0
= 0 0! — ol
S 30 1 30,
[ scw SCW . [ scw
c 20 - i
5] 05 = # - .
S 10 d L[] .
5 0 + 0 J ol P
% 0 cre "l cre 30 cre
240'__/\40.5 o I —— =
20 s — 10
———— k
o N ol i ! . . ol q
301 yRe ' yre 30‘ YRE
20 05 == 20|
.9 & —~ -
10 W A Y 4 10 e __L_ -
ol — L L f L e | S I ol Tl T i [ T
Jan Feb Mar Apr May Jun Jul Aug Sep Oct Nov Dec Jan Feb Mar Apr May Jun Jul Aug Sep Oct Nov Dec Jan Feb Mar Apr May Jun Jul Aug Sep Oct Nov Dec
Month

Figure 6. Climatological monthly mean concentrations of: (a—f) dissolved inorganic nitrogen (DIN),
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(g-1) dissolved inorganic phosphorus (DIP), and (m-r) dissolved silicate (DSi) for the six subregions
from 2003-2019. Shading denotes the standard deviations. BS, Bohai Sea; NYS, North Yellow Sea
waters; SYS, South Yellow Sea waters; SCW, Subei Coastal Waters; CRE, Changjiang River Estuary
water; YRE, Yellow River Estuary water.

3.2.2. Interannual Trends

To analyze the interannual trend of nutrient concentrations from 2003-2019, we cal-
culated the monthly anomalies of DIN, DIP, and DSi concentrations by subtracting the
corresponding climatological monthly mean concentration from the monthly values, and
conducted a linear regression on the anomalies. As shown in Figure 7, there were no
significant interannual trends in the three nutrient concentrations in the BS, NYS, and
SYS, which are relatively deep. The DIN concentration in nearshore waters showed an
increasing trend (0.08, 0.21, and 0.13 umol/L/y for SCW, CRE, and YRE, respectively)
and the largest increasing trend occurred in the estuarine regions. The DSi concentration
showed increasing trends in the CRE (0.06 umol/L/y) and SCW (0.02 pmol/L/y), and a
decreasing trend in the YRE (—0.03 umol/L/y). However, the DIP concentration showed
no significant interannual trends in either nearshore or offshore waters. The fluctuation of
the monthly anomalies of DIN, DIP, and DSi concentrations suggested that the interannual
variability of the nutrient concentrations in nearshore waters was much greater than that in
offshore waters.

DIN

4 2 2
, Nvs ] NYS NY! I
0
T ' A AMA b[ N

Anomaly (umol/L)

Figure 7. Monthly mean anomalies of: (a—f) dissolved inorganic nitrogen (DIN), (g-1) dissolved
inorganic phosphorus (DIP), and (m-r) dissolved silicate (DSi) concentrations in six subregions from
2003-2019. Black dashed lines are 12-month moving averages. Blues lines are trend lines from linear
regressions on the moving-average results. BS, Bohai Sea; NYS, North Yellow Sea waters; SYS, South
Yellow Sea waters; SCW, Subei Coastal Waters; CRE, Changjiang River Estuary water; YRE, Yellow
River Estuary water.
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3.2.3. Nutrient Ratios

DIN, DIP, and DSi ratios are important for phytoplankton growth and communi-
ties [36]. Here, the DIN:DIP and DIN:DSi ratios in the six subregions were calculated to
understand the variability in the nutrient ratios in the YBS. The classical Redfield ratio
(i.e., N:P:Si = 16:1:16) was used as the threshold for nutrient limitation and was compared
with the calculated nutrient ratios. Generally, the DIN:DIP and DIN:DSi ratios in most
seasons were >16:1 and >1:1, respectively (Figure 8), indicating excess nitrogen in the
YBS. These ratios were higher in nearshore waters than in offshore waters. The DIN:DIP
ratios in the SCW, CRE, and YRE were >17 and up to 100 in spring, indicating strong DIP
limitation in nearshore waters. In offshore waters, the DIN:DIP ratios were generally >16:1
in most months, except for January—March and June in the BS, March in the NYS, and
January-March and July—August in the SYS, when the ratios were slightly less than 16:1.
Except for SYS, the DIN:DSi in all five subregions was >1:1 in all years, and peaks occurred
in spring.
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Figure 8. Climatological monthly mean values of the: (a—f) dissolved inorganic nitrogen: dissolved
inorganic phosphorus ratio (DIN:DIP); and (g-1) dissolved inorganic nitrogen: dissolved silicate
ratio (DIN:DSi) for the six subregions. Gray lines in (a—f) and (g-1) indicate the ratios of 16:1 and 1:1,
respectively. BS, Bohai Sea; NYS, North Yellow Sea waters; SYS, South Yellow Sea waters; SCW, Subei
Coastal Waters; CRE, Changjiang River Estuary water; YRE, Yellow River Estuary water.

There were no significant interannual trends in nutrient ratios from 2003-2019 in
the six subregions except for the YRE (Figure 9), suggesting that the nutrient ratios were
relatively stable in most areas of the YBS over these 17 years. In the YRE region, both
DIN:DIP and DIN:DSi showed increasing trends over the study period, which were related
to rapid increases in DIN and decreases in DSi (Figure 7). In addition, the fluctuation in the
nutrient ratios suggested that the nutrient variability was more intense in nearshore waters
than in offshore waters, corresponding to the great variability of the nutrient concentrations
in nearshore waters (Figure 7).
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Figure 9. Monthly mean anomalies of: (a—f) the dissolved inorganic nitrogen: dissolved inorganic
phosphorus ratio (DIN:DIP); and (g-1) the dissolved inorganic nitrogen: dissolved silicate ratio
(DIN:DSi) in the six subregions from 2003-2019. Black dashed lines are 12-month moving averages.
Blues lines are trend lines from linear regressions on moving-average results. BS, Bohai Sea; NYS,
North Yellow Sea waters; SYS, South Yellow Sea waters; SCW, Subei Coastal Waters; CRE, Changjiang
River Estuary water; YRE, Yellow River Estuary water.

3.3. Effects of Environmental Factors

The effects of each environmental factor (SST, SSS, Chl-a, and K3490) were further
explored using a series of sensitivity experiments in which the annual mean nutrient
concentration responses to the change in each factor were calculated (Figure 10). The exper-
imental results showed that the effects of SST and SSS on the three nutrient concentrations
were more significant than those of Chl-a and K3490 in all regions. With increasing SST, the
DIN concentration increased in nearshore waters (average increases of 5.8%/°C, 5.6%/°C,
4.2%/°C, and 4.4%/°C in BS, SCW, CRE, and YRE, respectively) but decreased in offshore
waters (average decreases of —4.2%/°C and —17.7%/°C in NYS and SYS, respectively).
The effects of SST on DIP and DSi were weaker than that on DIN; with increasing SST,
DIP concentrations increased in the southwestern coastal area of the Yellow Sea (average
increases of 7.7%/°C and 10.9%/°C in SCW and CRE, respectively) and decreased in all
other regions (average decreases of —2.9%/°C, —5.1%/°C, 0.4%/°C, and —0.07%/°C in
BS and NYS, YRE, and SYS, respectively). As for DIP, the DSi concentrations increased
with increasing SST in the southwest part of the Yellow Sea (average increases of 0.6%/°C
and 0.4%/°C in SCW and CRE, respectively) and decreased in all other regions (aver-
age decreases of —2.1%/°C, —3.6%/°C, —3.3%/°C, and —1.2%/°C in BS, NYS, SYS, and
CRE, respectively).
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Figure 10. Relative changes in: (a—f) dissolved inorganic nitrogen (DIN), (g-1) dissolved inorganic

phosphorus (DIP), and (m-r) dissolved silicate (DSi) concentrations for six sub-regions with changes

in four environmental factors, i.e., sea surface temperature (SST), salinity (SSS), chlorophyll-a (Chl-a),
and the water diffuse attenuation coefficient (K3490). The values of the horizontal axis tick label
denote the change relative to that in the control run. Note that the horizontal axis tick label values
changed from —2 to +2 for SST (°C) and SSS (PSU), and from —10% to +10% for Chl-a and K4490. BS,
Bohai Sea; NYS, North Yellow Sea waters; SYS, South Yellow Sea waters; SCW, Subei Coastal Waters;
CRE, Changjiang River Estuary water; YRE, Yellow River Estuary water.

Generally, with an increase in SSS, the DIN concentration decreased with average
values of —33.2%/PSU, —3.2%/PSU, —7.1%/PSU, and —0.8%/PSU in SYS, SCW, CRE, and
YRE, respectively, and the DSi concentration decreased in all regions (average decreases
of —20.4%/PSU, —4.0%/PSU, —8.1%/PSU, —20.5%/PSU, —5.1%/PSU, and —8.2% /PSU
in BS, NYS, SYS, SCW, CRE, and YRE, respectively); DIP increased in all regions except
SCW, where there was an average decrease of —1.1%/PSU. However, DIN increased with
increasing SSS in BS and NYS. The effects of SSS changes on DIP in offshore waters (i.e.,
BS, NYS, and SYS; average increase of 26.9%/PSU) were stronger than those in nearshore

waters (average increase of 6.1%/PSU).

4. Discussion
4.1. Advantages and Limitations of the Machine-Learning Approach

This study proposed and examined a machine-learning method to reconstruct a large
spatial scale and long time-series of marine nutrient concentrations in shelf seas. Using
machine-learning modeling, the relationships between accessible marine environmental
parameters (SST, SSS, Chl-a, and K3490) and marine nutrient concentrations, sea-surface
nutrient concentrations and their variability in the YBS were reconstructed by combining
satellite-derived surface environmental data. Compared with the conventional ecological
dynamics numerical simulation, the machine-learning method focuses more on the accuracy
of the prediction results rather than the inherent processes of the system [51], which can
greatly reduce the complexity and difficulty of modeling and the computational cost
while ensuring prediction accuracy [52]. With the persistent and rapid increase in marine
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observation data, machine learning is becoming an additional popular and important
method to simulate and predict the marine environment [53].

However, the marine environment is complex and diverse and the processes and rates
of biogeochemical cycling exhibit significant regional differences [54]. In situ measured
data used for training machine-learning models usually have a strong spatial limitation.
Thus, machine-learning models established using data from a specific region may not
be applicable to other marine areas [51]. The machine-learning model in this study was
established based on in situ measurements of longitude, latitude and other data from YBS,
thus, the applicability of this model in other marine areas remains to be tested.

There remains room for improvement in the accuracy of the machine-learning model
in this study. The quantity of the dataset used to train the model is an important factor that
affects the accuracy of machine-learning models. The amount of data is limited by resources,
and there is room for improvement in the degree of data continuity and the data distribution
range. Additional measured data may further improve the accuracy of the model [52]. Due
to the inherent fluidity of the ocean, nutrient concentrations in shelf seas are affected by
physical processes such as ocean currents and turbulent mixing [55]. Although the inputted
marine environmental parameters in our model construction are also influenced by ocean
dynamic processes and can reflect these physical processes to some extent, it is unclear
whether the machine-learning model can accurately consider the influence of these physical
processes on the predicted nutrient concentrations. In addition, satellite-derived SST, Chl-a,
and K4490 were used to drive the model to reconstruct monthly nutrient concentrations.
Although these satellite products have been validated and used in YBS studies [56,57],
suggesting that their quality is acceptable, they usually have some biases from the in
situ measured values, which could also affect the accuracy of nutrient concentrations
calculated by the model to a certain extent. The comparison of the reconstructive nutrient
concentration with the observation data showed that compared with the original model
trained by in situ measured data, the RMSE of DIN, DIP and DSi increased to ~30—40%,
and the R and SS decreased ~0.1-0.2 (Table 3), suggesting the satellite remote sensing
data increased the nutrient biases to some extent. On one hand, the biases of satellite
data input in the model can directly induce the increase in the bias of the reconstructive
nutrients. On the other hand, the reconstructive nutrients were monthly averaged and
had a despondency in time with the in situ instantaneously measured data. In the future,
the model accuracy will gradually improve with increases in the observation dataset and
quality of satellite products.

Table 3. Correlation coefficient (R), root mean square error (RMSE), and skill score (SS) values for the
reconstructive nutrient concentrations.

Indicator DIN DIP DSi

R 0.74 0.58 0.61

RMSE (umol/L) 6.77 0.21 3.69
SS 0.54 0.34 0.37

Machine-learning algorithms are diverse and are continuously updated, and other
machine-learning algorithms can be further tested to improve the prediction accuracy of
the model. In addition, owing to data limitations, only the nutrient concentrations at the
sea surface were reconstructed in this study. In the future, with the acquisition of more
profiling data, the spatial three-dimensional nutrient concentrations can be reconstructed.

4.2. Dynamics of Spatiotemporal Variability of Nutrients in the YBS

To understand the reconstructed results and examine their rationality in combination
with previous studies, we discussed the dynamics of the variability in sea-surface nutrients
in the YBS from four aspects: regional and seasonal variations, interannual trends, nutrient
ratio, and the effects of environmental factors.



Remote Sens. 2022, 14, 5021

17 of 22

4.2.1. Regional and Seasonal Variations

Our results (Figures 5 and 6) showed that the DIN, DIP, and DSi concentrations were
high in nearshore waters (CJE, YRE, and JCW) and low in offshore waters (NYS, SYS, and
BS), which is consistent with previous field investigations and understandings of nutrients
in the YBS [58]. Meanwhile, nutrient concentrations in nearshore and offshore waters
showed different seasonal variations; the concentrations in offshore waters were higher in
winter and lower in other seasons, whereas those in nearshore waters (especially in estuary
areas) were usually highest in summer.

River runoff inputs large amounts of terrigenous nutrients to nearshore waters, along
with strong mixing and tides, resulting in high nutrient concentrations in estuaries and
nearshore waters [42,58,59]. The YBS region is influenced by the East Asian monsoon cli-
mate, with the rainy season being May-August [60]. In the rainy season, the large amount
of terrigenous nutrients brought by the runoff causes the nutrient concentrations in the
nearshore waters to peak in spring and summer. In contrast, the offshore waters of the YBS
(i.e., SYS and NYS) are far from the estuary and are less influenced by terrigenous nutri-
ents [61]. In addition, frequent strong stratification in offshore waters limits the nutrient
supply from the bottom layer to the euphotic layer, which, combined with the assimila-
tion of phytoplankton, results in relatively low nutrient concentrations in these offshore
waters [58,62-64]. In winter, intense sea surface cooling and winds can enhance vertical
mixing [62], which brings rich bottom nutrients to the upper layer and significantly in-
creases sea-surface nutrient concentrations [65]. Moreover, there is a strong light limitation
for phytoplankton in the YBS in winter [31], resulting in the relatively weak phytoplankton
absorption of nutrients, thus resulting in higher surface nutrient concentrations in the
offshore water in the YBS in winter than in other seasons.

The concentration of DIP is higher in the winter and spring in the south of Jeju Island,
which has a large difference with DIN and DSi. In winter and spring, the sea area around
Jeju Island is influenced by the Yellow Sea Warm Current, which originates from the
Kuroshio. The Kuroshio Subsurface Water is of high DIP [66], which could be the source of
the high DIP content near Jeju Island in winter and spring.

4.2.2. Interannual Trends

The results of this study showed a significant increasing trend in DIN in nearshore
waters during 2003-2019. DSi had decreasing and increasing trends in the YRE and CRE, re-
spectively, and DIN and DSi showed no significant changes in offshore waters. DIP showed
no significant changes throughout the YBS area. River inputs are important external sources
of nutrients for nearshore waters [67,68]. With increases in agricultural fertilization, sewage
discharge, and aggravated soil erosion, the amount of DIN entering the ocean continues to
increase [61,69], resulting in an increasing trend in DIN concentrations from 2003-2019 in
most nearshore waters of the YBS, and a particularly evident increasing trend in estuarine
areas. Decreases in DSi in the YRE region and BS were probably due to the influence of the
construction of dams and reservoirs and irrigation, which resulted in the reduction of the
Yellow River sediment flux to the Bohai Sea [70], as river water input is one of the most
important contributors to DSi in the Bohai Sea [71]. The interannual fluctuation of DSi in
the CRE region was large. However, it showed an overall increasing trend from 2003-2019,
which has also been found in several previous studies [72-74]. The increase in DSi in CRE
may have been related to enhanced silicate weathering and scouring of riverbed sediments
in the middle and lower reaches of the Changjiang River following the completion of the
Three Gorges Dam [72-74]. The YBS is generally a phosphorus-limited sea [75], and its
absorption and utilization by phytoplankton maintains low DIP concentrations. Due to
the excess DIN and DSi, changes in DIN and DSi may not significantly affect changes
in DIP. Nutrients in offshore waters are dominated by local biogeochemical cycling and
sediment release [61,76], therefore the interannual variations in nutrients in the surface
layer in offshore waters were not significant.
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4.2.3. Nutrient Ratios

The DIN:DIP ratios in most areas of the YBS were much higher than the Redfield
ratio in the spring and summer, indicating a strong DIP-limitation for plankton growth,
whereas DIP limitation was weak to some extent in autumn and winter, similar to the
results of [42]. With enhanced phytoplankton biological activity in spring and summer,
DIP consumption by phytoplankton in the upper layer and the low DIP stock in water
were the main reasons for the high DIN:DIP ratio [42]. Terrigenous nutrients, such as the
Changjiang and Yellow rivers, are characterized by high nitrogen concentrations [71,77].
The high nitrogen input from rivers resulted in higher DIN:DIP and DIN:DSi ratios in
nearshore waters than in offshore waters in the YBS [71,75,78-80]. Similar to DIN:DIP,
the DIN:DSi ratios in most areas of the YBS were larger in spring and summer than in
autumn and winter. Although in most cases the DIN:DSi ratios were slightly larger than
the Redfield ratio, the DSi concentrations were >5 umol/L, which is sufficiently high for
phytoplankton growth [81]. Thus, compared to DIP, DSi was not a major limiting factor for
phytoplankton growth [75]. Nutrient ratios did not change significantly from 2003-2019;
however, DIN:DIP and DIN:DSi in the YRE, CRE, and JCW showed increasing trends,
which may have been related to increases in terrigenous DIN fluxes [69,82].

4.2 4. Effects of Environmental Factors

The sensitivity experimental results of the model showed that YBS sea-surface nutrient
concentrations exhibited a strong response to changes in SST and SSS, which is similar to
the conclusions of previous studies in other seas [83-85]. Shelf sea nutrient concentrations
are strongly influenced by the physical environment of the ocean, while salinity and
temperature are important factors reflecting the marine physical environment, such as the
mixing of different water masses and the stratification intensity. Sensitivity experiments
suggested that the DIN and DSI increased with an increase in SSS, whereas, the DIP
decreased (Figure 10). YBS waters are mainly composed of fresh water introduced by
river runoff (terrigenous source) and high-salinity seawater (oceanic source), and the
salinity changes reflect the changes in the mixing ratios of terrigenous and oceanic-source
waters. The nutrient concentrations and structures of terrigenous and oceanic-source
waters differ considerably, whereby terrigenous-source waters tend to have higher DIN
and DSi concentrations and a high DIN:DIP ratio, whereas oceanic-source waters tend to
have relatively high DIP concentration [86]. The increase in SSS observed in this study
indicated a lower proportion of terrigenous-source waters and a higher proportion of
oceanic-source waters, which can explain the decreases in DIN and DSi and the increase in
DIP with the increase in SSS. In addition, DIP could be released from terrigenous particulate
phosphorus with an increase in salinity [87,88], which may have been an additional cause
of the positive correlation between DIP and SSS. The experimental results also showed
that with increasing SST, DIN increased significantly in the nearshore waters, whereas all
three nutrients in the deep offshore waters decreased slightly (Figure 10). The increasing
SST could represent a longer spring and summer season, and, thus, increased nutrient
inputs from terrigenous sources, resulting in a positive relationship between surface DIN
and SST in nearshore waters [42]. In contrast, the sea-surface nutrient concentration
in offshore waters is significantly influenced by stratification [65]. The increasing SST
indicated intensified stratification that could inhibit vertical mixing and upward nutrient
transport, which may explain the decrease in nutrient concentrations with the increase in
SST in offshore waters. Compared with SST and SSS, Chl-a and K3490 had relatively weak
effects on nutrient concentrations (Figure 10), which may have been because the strong DIP
limitation maintained a relatively low phytoplankton biomass, and the nutrient uptake by
phytoplankton was much less than the DIN and DSi stocks in water.

5. Conclusions

This study established a machine-learning model of sea-surface nutrients based on
in situ measured data, and reconstructed the monthly sea-surface DIN, DIP, and DSi
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concentrations in the YBS from 2003-2019 using satellite remote-sensing data and a machine-
learning model. The ANN machine-learning algorithm showed the best nutrient prediction
performance. Based on the ANN reconstructed results, the following conclusions can be
drawn: (1) The nutrient concentrations were relatively high in nearshore waters and low in
offshore waters, and opposite seasonal variability was observed in nearshore and offshore
waters. (2) From 2003-2019, DIN in the nearshore waters showed an increasing trend;
DSi showed decreasing and increasing trends in the YRE and CRE, respectively, and DIP
showed no significant trend. (3) DIN:DIP and DIN:DSi ratios exceeded the Redfield ratio in
spring and summer, were slightly lower than the Redfield ratio in autumn and winter, and
both showed increasing trends in some nearshore water areas from 2003-2019. (4) Generally,
DIN and DSi decreased and DIP increased with an increase in SSS. With an increase in
SST, the nutrient concentration increased in nearshore waters and decreased in offshore
waters. This study proposed a machine-learning method to reconstruct a long time-series
and high spatial resolution sea-surface nutrient concentrations in the YBS. This method is
easy to implement and can be applied to other shelf seas if sufficient observational data
is available.
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