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Abstract: In this study, we employ in situ, meteorological, and remote sensing data to estimate
chlorophyll-a concentration at different depths in a South American freshwater ecosystem, focusing
specifically on a lake in southern Chile known as Lake Maihue. For our analysis, we explored four
different scenarios using three deep learning and traditional statistical models. These scenarios
involved using field data (Scenario 1), meteorological variables (Scenario 2), and satellite data
(Scenarios 3.1 and 3.2) to predict chlorophyll-a levels in Lake Maihue at three different depths (0,
15, and 30 m). Our choice of models included SARIMAX, DGLM, and LSTM, all of which showed
promising statistical performance in predicting chlorophyll-a concentrations in this lake. Validation
metrics for these models indicated their effectiveness in predicting chlorophyll levels, which serve as
valuable indicators of the presence of algae in the water body. The coefficient of determination values
ranged from 0.30 to 0.98, with the DGLM model showing the most favorable statistics in all scenarios
tested. It is worth noting that the LSTM model yielded comparatively lower metrics, mainly due to
the limitations of the available training data. The models employed, which use traditional statistical
and machine learning models and meteorological and remote sensing data, have great potential
for application in lakes in Chile and the rest of the world with similar characteristics. In addition,
these results constitute a fundamental resource for decision-makers involved in the protection and
conservation of water resource quality.

Keywords: remote sensing; machine learning; lake; chlorophyll-a at depth

1. Introduction

Remote lakes, defined as bodies of water located in geographically isolated or inac-
cessible areas [1], are typically found in mountainous regions, polar landscapes, tropical
rainforests, or anywhere with significant natural barriers, such as steep terrain or dense
vegetation [2,3]. Their defining characteristics include their remoteness from urbanized
areas and limited exposure to human activity [4]. The difficult accessibility of these lakes
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often results in their preservation, allowing them to remain virtually untouched and to
maintain their natural beauty and biodiversity [4-6]. Not having suffered direct human
influence, these bodies of water offer pristine environments and relatively intact ecosys-
tems [7,8]. In Chile, the Andes Mountains are home to numerous remote lakes due to the
geomorphological characteristics of the country [9].

Due to their isolation and relative inaccessibility, remote lakes often become the
focus of scientific studies and research aimed at understanding aquatic ecosystems and
their interactions with the surrounding environment [10,11]. In addition, these lakes can
play a crucial role in biodiversity conservation by acting as refuges for vulnerable or
endangered species [12]. However, recent studies, including [13-15], have reported algal
bloom episodes in mountain lakes away from humans and other settlements [14-16], where
human influence is more pronounced.

With the development of technology and communications, remote sensing has become
an alternative tool to traditional monitoring, especially in remote areas, such as lakes,
where it provides valuable information on water quality parameters [17]. Chlorophyll-
a is a pigment found in all aquatic and terrestrial plants and is an important indicator
of water quality and the health of aquatic ecosystems [18]. Reflectance derived from
bands of the electromagnetic spectrum can be obtained from multispectral images taken
by various instruments aboard satellites [19,20]. Algorithms applied to these images use
this information to extract relevant features from the images, such as the wavelength and
intensity of reflected light, which are related to the presence of chlorophyll-a [21,22]. These
features are combined with the data from the satellite and with training data from the
machine learning model to create an algorithm that can detect and quantify chlorophyll-a
in new images [23].

Chlorophyll-a detection algorithms using combined machine learning and remote
sensing techniques are new advanced tools used to assess the presence and concentration of
chlorophyll-a in water bodies [24-26]. Machine learning consists of training a model with
previously labeled sample data, which allows the algorithm to learn to recognize patterns
and make accurate predictions about chlorophyll-a concentration in new images [27-29].
The combination of machine learning and remote sensing techniques allows for improved
accuracy of chlorophyll-a detection compared to traditional approaches [30-33]. These
algorithms can be applied to different types of water bodies, such as lakes, rivers, and
oceans, and are especially useful for large-scale water quality monitoring [34-37]. Accurate
chlorophyll-a detection provides valuable information for water resource management,
environmental impact assessments, and early detection of phenomena such as harmful algal
blooms [38,39]. The objective of this work is to combine the previously described techniques
of remote sensing and machine learning in a remote lake of the Andes Mountain range in
Chile to predict the behavior of the variable chlorophyll-a concentrations at different depths
as a bioindicator of the trophic state of this lake body. The specific objectives are as follows:
(i) to collect baseline information on the behavior of limnological parameters in the period
of 2001-2020; (ii) to create an estimation model of Chl-a using in situ, meteorological, and
remote sensing data; and (iii) to validate the accuracy of the model with statistical metrics.

2. Materials and Methods
2.1. Site Description

Lake Maihue is located between 40°16'S and 72°03'W in the Los Rios region of south-
ern Chile [40]. Maihue is an overdeepened glacigenic lake dammed by frontal moraines [41].
This lake in the Araucanian Lake District has a maximum depth of 207 m and covers an
area of 47.2 km? [42]. Its waters are of an intense blue color and are fed by several rivers
and streams that descend from the surrounding mountains [43]. In addition, Lake Maihue
has several islands scattered across its surface, which adds visual appeal to its landscape.
In terms of its geographic setting, Lake Maihue is in an area of abundant vegetation and
native forests [43]. Native forests surround its shores, mainly of species such as Nothofagus
dombeyi (coigtie), Eucryphia cordifolia (ulmo), and Podocarpus nubigenus (mafiio). In addition,
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nearby you can find waterfalls, rivers, and streams that are fed by melting glaciers in the
Cordillera. The climate of the Andes is extreme, with strong winds, rainfall, and high solar
radiation [44]. Lake Maihue has temperatures ranging from 6.5 °C in winter to 19.5 °C in
summer (DGA Chile, accessed 28 June 2023).

2.2. Sampling Measurements and Meteorological Data

The Direcciéon General de Aguas de Chile (DGA) monitors several lakes in the Chilean
territory, including Lake Maihue. For this study, we selected the monitoring campaigns
carried out in the summer and spring from 2001 to 2020. The physicochemical and biological
parameters of the water included in the chlorophyll-a estimation model were Chl-a, a Secchi
disk, temperature (°C), total nitrogen (NT) (mg/L), total phosphorus (mg/L), and NTU
turbidity. On the other hand, some meteorological variables, such as precipitation (mm), air
temperature (°C), relative humidity (%), and wind speed (m/s), were selected. Precipitation
was obtained from the Lago Maihue station (Figure 1) from the Direccion General de Aguas
de Chile (DGA) at https://dga.mop.gob.cl/Paginas/default.aspx and consulted on 20
September 2023. This station is the closest and most representative of the lake.
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Figure 1. (a) Latin America continent; (b) region de Los Rios in Chile; (c) sampling stations at Lake
Maihue, MA-1 (LOS LLOLLES) and MA-2 (CENTRO).

2.3. Satellite Images and Processing

The multispectral bands of the Landsat satellite have a high resolution of 30 m and
cover the study period (2001-2020), which is why they were used in this research. Landsat
is a project operated by the National Aeronautics and Space Administration (NASA) and
the United States Geological Survey (USGS) [45], and images are available on the USGS
Earth Explorer at https:/ /earthexplorer.usgs.gov/ accessed on 20 September 2023. A total


https://dga.mop.gob.cl/Paginas/default.aspx
https://earthexplorer.usgs.gov/

Remote Sens. 2024, 16, 647

40f21

of 19 Landsat 5, 7, and 8 images (L-5, L-7, and L-8) were downloaded with a low percentage
of clouds covering the study lake (path/row: 232/88 and 233/88) and corresponding to
Collection 2 Level 1 (see Table 1). To mask clouds, quality assessment (QA) bands were
used and analyzed by visual inspection. Only those with the lowest percentage of cloud
cover over the lake and those as close as possible to the sampling dates were selected.

Table 1. Characteristics of satellite images.

N Image Id Path/Row  Year In Situ Date Image Date Di Days
ifference
1 LE07_L1TP_233088_20020305_20211023_02_T1 233/88 2002 06-03-2002 05-03-2002 1
2 LE07_L1TP_233088_20030324_20200915_02_T1 233/88 2003 18-03-2003 24-03-2003 6
3 LT05_L1TP_233088_20031127_20201008_02_T1 233/88 2003 17-11-2003 27-11-2003 10
4 LT05_L1TP_232088_20040311_20200903_02_T1 232/88 2004 01-03-2004 11-03-2004 10
5 LT05_L1TP_232088_20040818_20200903_02_T1 232/88 2004 20-08-2004 18-08-2004 2
6 LT05_L1TP_232088_20041122_20200902_02_T1 232/88 2004 17-11-2004 22-11-2004 5
7 LT05_L1TP_232088_20060213_20200901_02_T1 232/88 2006 09-02-2006 13-02-2006 4
8 LT05_L1TP_233088_20060527_20200901_02_T1 233/88 2006 24-05-2006 27-05-2006 3
9 LT05_L1TP_233088_20060730_20200831_02_T1 233/88 2006 12-08-2006 30-07-2006 12
10 LT05_L1TP_233088_20061103_20200831_02_T1 233/88 2006 26-10-2006 03-11-2006 7
11 LT05_L1TP_233088_20070818_20200830_02_T1 233/88 2007 19-08-2007 18-08-2007 1
12 LT05_L1TP_232088_20080219_20200829_02_T1 232/88 2008 23-02-2008 19-02-2008 4
13 LT05_L1TP_232088_20090221_20200828_02_T1 232/88 2009 17-02-2009 21-02-2009 4
14 LT05_L1TP_233088_20091111_20200825_02_T1 233/88 2009 17-11-2009 11-11-2009 6
15 LCO08_L1TP_233088_20131208_20200912_02_T1 233/88 2013 03/05-12-2013 08-12-2013 8,8
16 LCO08_L1TP_233088_20140226_20200911_02_T1 233/88 2014 19-02-2014 26-02-2014 7
17 LC08_L1TP_233088_20150213_20200909_02_T1 233/88 2015 10/11-02-2015 13-02-2015 2,3
18 LCO08_L1TP_233088_20200126_20200823_02_T1 233/88 2020 26-01-2020 26-01-2020 0
19 LCO08_L1TP_232088_20201118_20210315_02_T1 232/88 2020 22-11-2020 18-11-2020 4

Images were atmospherically corrected in the ACOLITE software (version 20211124.0)
at https://github.com/acolite accessed on 20 September 2023. This software contains the
atmospheric correction protocols and processing developed at RBINS for aquatic remote
sensing applications (llori et al., 2019). The default atmospheric correction used was the
DSF algorithm approach “Dark Spectrum Fitting” [46-48] and the older “exponential
extrapolation” or EXP algorithm [49-51]. From the processing, surface-level reflectance
(ps) is obtained, and the values are extracted per 3 x 3 pixel matrix [15,52]. The software
used to extract the pixel values was ArcGIS (ESRI v. 10.8.2). Then, the values of the band
combinations and the calculated spectral indices are also obtained. The area of interest
(Roi) was established from geospatial data provided by the General Directorate of Waters
of Chile (DGA), accessed on 02 March 2023.

2.4. Vegetation Indices, Band, and Band Combination

Water quality parameters, such as chlorophyll, have been estimated with great preci-
sion using satellite data in lakes [18,39,53,54]. The blue (B), green (G), red (R), near infrared
(NIR), and shortwave infrared (SWIR) multispectral bands were used, as well as some com-
binations of bands and vegetation spectral indices (see Table 2). The spectral bands and their
combinations (N/R, R/N, and B/G) have been widely used in the literature due to their
excellent results in retrieving the concentration of chlorophyll [18,39,55,56]. Furthermore,
spectral indices derived from the above-mentioned bands are currently the most used ones
for monitoring the concentration of chlorophyll [14,39,57,58]. The normalized difference
vegetation index (NDVI), obtained as the ratio between the NIR and R reflectances and
their sum, is an indicator of photosynthetic activity and changes in vegetation [59,60]. The
surface algal bloom index (SABI), obtained as the ratio between the NIR and R reflectances
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and the sum of the B and G reflectances, is an index proposed to delineate the spatial
distributions of floating algae or emergent vegetation extraction in aquatic systems [15,61].
The floating algal index (FAI) is an indicator capable of detecting floating algae in different
aquatic environments and is a very efficient index for the detection of surface vegetation
related to chlorophyll. It is obtained from the relationships between the NIR, R, and SWIR
bands [62,63]. The green normalized difference vegetation index (GNDVI) is resistant to
atmospheric effects and very sensitive to chlorophyll-a concentrations. It is calculated
from the NIR and G bands [55,64]. The last index calculated was the green chlorophyll
index (GCI) [65,66]. This can be used to estimate the chlorophyll content of leaves and
has been used to detect chlorophyll and algal blooms in some research. It uses NIR and G
wavelengths [15].

Table 2. Definition of the spectral indices used in this study.

Indices

Formula Reference

Spectral bands

4 bands (B, R, G,NIR) [18]
FAI = Rnir — R'nir

Floating Algal Index (Fai) R'nir = Rred + (Rswir — Rred) x (Anir — Ared)/(Aswir — Ared) [40]
Green Normalized Difference Vegetation
Tl (Cingiod) (NIR — G)/(NIR + G) [13]
Normalized leferencg Vegetation Index (NIR — R)/(NIR + R) [13]
(Ndvi)
Surface Algal Bloom Index (Sabi) (NIR — R)/(B+G) [15]
Green Chlorophyll Index (Gci) GCI=(NIR/G) — 1 [13]

2.5. Prediction Using Statistical and Machine Learning Models
2.5.1. SARIMAX

The SARIMAX (seasonal autoregressive integrated moving average with exogenous
regressors) model is an extension of the SARIMA (seasonal autoregressive integrated
moving average) model that allows for the inclusion of exogenous variables in time series
modeling (see Figure 2). SARIMA models are used to analyze and predict time series,
which are sequences of observed data at regular time intervals.

The mathematical model is defined by Equation (1):

Yt = Bexe + Uy

9 (L)pp (L) AA 1y = A(H) +6,(L)0o(L5)¢ (1)

where § in the first part of the formula represents external variables. The model is similar
to the SARIMA model, with the following hyperparameters [67]:

p represents the order for the autoregressive part (AR);

q represents the order for the moving average part (MA);
I represent the differencing order;

P represents the seasonal AR order;

Q represents the seasonal MA order;

D represents the seasonal differencing;

s = 12,24 represents the seasonal coefficients.

The general fit procedure involves computing ACF and PACE, then applying the
Dickey Fuller test to evaluate stationarity. Additionally, we introduce necessary seasonal or
order differences to determine the optimal hyperparameters, as outlined by [14].

In the SARIMAX model, the process starts with the time series dataset; therefore,
the SARIMAX model could include a seasonal component alongside exogenous variables.
Afterwards, several preprocessing steps are implemented (differentiation, scaling, and
outliers’ removal) alongside parameter estimation using Akaike Information Criteria (AIC)
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and Bayesian Information Criteria (BIC) to select the best model. Finally, the trained model
is used to forecast new values [68].

Figure 2. SARIMAX architecture.

2.5.2. DGLM

The Dynamic Generalized Linear Model (DGLM) is an approach based on the prior
and posteriori distributions of the data (see Figure 3). If we have a simple model for every
timestamp, t is defined as follows:

p(Ytny &) = exp{d{Ym, —a(ng) } }b(Yr, &) )

where

Y; is the random variable at time t;
a(n) is a function of the parameters to adjust the shape of the random variable distribution;

b(Yt, ¢) represent a normalizing function that ensures the probability distribution inte-
grates (or sums) to 1;

1 is the natural parameter of the distribution satisfying the following:

E[Y{ny &] = w = ”(ﬁt) 3)
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and ¢ is a scale parameter with the following:

V[Ytlnt, bl =amy/d 4)

We also define a conjugate prior for n, named CP|a, B]. Therefore, a dynamic ex-
tension of the standard generalized linear model (GLM) can be defined relating n; to the
nonlinear transformation g(n,), where g(-) is a link function for simple linear regression
given by g(n,) = ny, with the following structure:

Ar = Fib; (5)

where

A represents the mean of the response variable;

Fiis a design matrix or set of features associated with observations;

6t is an underlying state vector having a time evolution similar to that of the DLM. All the
mathematical derivations for this model are described by [69].

Figure 3. DGLM architecture.

The DLGM model starts receiving time series data observations. Subsequently, the
construction of a state space model delineates the temporal evolution of the system based on
its underlying state. Following this, the likelihood function assesses the probability of data
observation given specific assumptions (conditional probability). Parameter estimation is
then undertaken, while the link function specifies the association between the predictors
and the response variable. Afterwards, refinement of the learning process is accomplished
through model fitting with the data, facilitating the precise representation of relationships.
Ultimately, the dynamic model enables accurate forecasting across diverse contexts [69].
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2.5.3. LSTM

Long short-term memory (LSTM) is a variant of a recurrent neural network (RNN)
proposed by Hochreiter and Schmidhuber in 1997 [70]. This algorithm solves the long-
term dependency problem in RNNs by introducing memory (C) and an appropriate gate
structure.

The LSTM cell (Figure 2) has four gates: input (i), forget (f), control (c), and output
gates (0). The input gate determines the information that can be inserted and transferred to
the cell:

iy = (T(Wi~[ht_1,xt] + b)) (6)

The forget gate decides which information from the input is important from previous
memory as follows:

fi= a(wf.[ht,l,xt] v bf) 7)

The control gate stabilizes the update in the cell state from C;_; to C; using Equations
(8) and (9):

C = tanh(WC-[ht,l,xt} + bc) (8)

Ci=fixCi1 +C )

Additionally, the output gate generates the output, updating the hidden vector h;_;
with Equations (10) and (11):
0y = 0 X tanh(Ct) (10)

ht = 0 X tanh(Ct) (11)

where ¢ is the activation function, W corresponds to the weight matrices calibrated during
the training process, tanh is used to scale values in the range of —1 to 1, and b represents
the bias in each step. During the training process, the lags ranging from 9 to 15 and the
number of cells ranging from 30 to 50 were evaluated to identify the best-performing hy-
perparameter configuration based on the size and complexity of each dataset. Furthermore,
a dense layer is employed as the output layer to facilitate accurate predictions. The latter
topology is a common configuration in the LSTM algorithm [71].

To test the prediction’s performance and relative importance, the different scenarios
(1, 2, and 3) are defined as follows:

O  Scenario 1 (measurement data): in the first case, we include the actual variables
measured during the monitoring campaigns for the four seasons of the year and in
the two seasons of the lake (Chl-a, SD, Temp, NT, Pt, and NTU).

O  Scenario 2 (meteorological variables): in addition to the actual variables, we in-
clude meteorological variables as conditioning variables that can influence the au-
tochthonous processes of the lake (precipitation, air temperature, relative humidity,
and wind speed).

O  Scenario 3 (satellite data): In this case, we include a sub-case of spectral bands
from Landsat satellite processing and another sub-case including vegetation spectral
indices.

2.6. Statistics Validation

In Section 2.6, we evaluate the performance of the defined models using several metrics.
These metrics include the mean squared error (MSE), as detailed in [72], the root mean
squared error (RMSE), as explained in [18], the mean absolute error (MAE), the maximum
error, as described in [73], and R?, following an approach like the one presented in [14].
These metrics provide information on the accuracy, precision, and potential limitations of
the chlorophyll-a estimation.

The dataset was divided into training and test datasets, with details provided in
Table 3. A sequential splitting method was employed, following the 70/30% rule, to
calculate the various error metrics. In this approach, the time series data were divided into
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two segments: the first part was used for model training, while the latter was used for
model validation. This strategy was applied to different monitoring stations (see Figure 1)
and has been shown to provide good performance for evaluating the performance of deep
learning models in time series analysis [74,75].

Table 3. Training and test datasets used in the statistical and machine learning models.

Station/Depth 0 M (Train/Test) 15 M (Train/Test) 30 M (Train/Test)
CENTRO 38/16 38/16 38/16
LOS LOLLES 28/12 28/12 28/12
3. Results

3.1. Behavior of Chl-a, SD, and T Values at Depth

Figure 4 shows the behavior of limnological parameters during the study period
(2001-2020) at different depths for two stations of Lake Maihue during the four seasons of
the year. The Chl-a values range from a maximum of 3.10 (ug/L) in the summer season
and a maximum of 2.59 in the spring since these seasons are the most productive due to
their seasonal characteristics, where there is a higher water temperature and hydrodynamic
stability of the lake, to minimum values of 0.2 (ug/L) in the winter. Transparency varies
between maximums of 19.5 m according to the Secchi disk in the summer due to the
great penetration of solar radiation at depth and minimum values of 2.30 m in winter and
autumn due to the mixing present in the lake by rainfall, strong winds, and the turbidity
generated by these conditions in the water. The minimum temperature is 7.96 degrees
in the winter, and in the summer, it reaches 21.98 degrees, which is quite high for these
latitudes, a possible effect of the increases attributed to the surface temperature in lakes
due to the current climate crisis. Figure 5 shows the spatial behavior of Chl-a at different
depths. For more details of the limnological parameters, see Tables S1-54.

Spring Summer Autumn Winter
0 04 (>/ o o
20 ? 204 20 J/ 20 4
OE % 401 40 40 4
-
[ R
[
Uo 60 60 1 60 60

8D / 80 4 801 80 1

100 - . i 100 ] 100 & ¢ . 100 - nl :

o o4 o o

10 104 / 10 7 10 [

20 2049 20 20
/N[

60 4 h . - 60 : 60

Los Llolles
Depth (m)
£
E
)

Chil-a (ugL=1) Chi-a (ugL-1) Chl-a (ugL-1) chi-a (pugL=1)

Figure 4. Seasonal behavior of limnological parameters (Chl-a, SD, and T) based on the mean
observed state from 2001 to 2020 at two stations at different depths in Lake Maihue.
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Figure 5. Concentration of Chl-a in a 3D model of Lake Maihue at different depths during the summer
season.

3.2. Important Features

Figure 6 shows, using the Garson weighting method [76], the relative importance or
contribution of the independent variables (predictor variables) in explaining the variance
of the dependent variable (result variable) for each of the cases used.

The results showed that total nitrogen (NT), total phosphorus (Pt), and turbidity (NTU)
present the highest values of relative importance (ranging between 0.20 and 0.29) in the
prediction of chlorophyll-a in the two stations of Case 1. Subsequently, air temperature
(Air. Temp) and wind (Wind) showed relative importance, ranging between 0.28 and 0.31,
with wind being more significant than air temperature. On the contrary, transparency (SD),
relative humidity (Real.Hum), and precipitation (Precip) show relatively minor importance,
with all values lower than 0.20.

In the last two scenarios, where the satellite bands were used independently (Sce-
nario 3.1) and the vegetation indices (Scenario 3.2), they showed a high importance in the
prediction of Chl-a, with values higher than 0.18 in all cases. The independent bands green
(G) and red (red) proved to be the ones that best explain the behavior of the variable for
Lake Maihue, with values above 0.28 in all cases.
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Figure 6. Relative importance using Garson’s weighting method for all scenarios for two sampling
stations. In Scenario 1, SD is Secchi disk, Temp is temperature of the water, NT is total nitrogen,
Pt is total phosphorous, and NTU is turbidity. In Scenario 2, Precip is precipitation, Air.Temp is
temperature of the air, Real. Hum is relative humidity, and Wind is wind. In Scenario 3.1, B is blue
band, G is green band, R is red band, and INF is infrared band. Finally, in Scenario 3.3, NDVI is
normalized difference vegetation index, FAI is flotation algal index, GNDVI is green normalized
difference index, SABI is surface algal bloom index, and GCI is green chlorophyll index.

3.3. Chl-a Estimation Scenarios

Scenario 1. In situ variables (Chl-a, SD, Temp, NT, Pt, NTU)

The temporal variations in the concentration of chlorophyll measured in situ and
derived from statistical and machine learning techniques at different depths (0 m, 15 m,
and 30 m) and for two stations (CENTRO and LOS LLOLLES) are presented in Figure 7.
The performances of these methods using the metrics described in Section 2.6 are presented
in Table 4. SARIMAX and LSTM exhibit a broader dispersion range, with MSE values
spanning from 0.30 to 0.90 and 0.19 to 0.82, respectively, across all depths and stations.
Conversely, DLGM demonstrates a lower spread, with MSE values ranging from 0.24 to
0.72, with very good performance at 15 m depth. It is noteworthy that the most significant
performance deficit for the CENTRO (LOS LLOLLES) station is observed at 0 (30) m depth,
characterized by elevated MSE, RMSE, max error, and MAE metrics.
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Figure 7. Chlorophyll-a estimation for Scenario 1 in the two sampling stations with data from Maihue
Lake during 2001-2016. The shaded regions represent observations for the selection of the test. The
blue line represents the in situ data.
Table 4. Validation metrics for all the stations and models considered in Scenario 1.
MSE RMSE MaxError MAE
Model/Stati i Depth 2
odel/Station Station ept (ug/L) 2 (ug/L) (ug/L) (ug/L) R
0m 0.90 0.95 2.59 0.94 0.35
CENTRO 15m 0.73 0.85 2.38 0.98 0.34
SARIMAX 30 m 0.66 0.81 2.37 0.92 0.32
0Om 0.30 0.55 1.11 0.41 0.30
LOS LLOLLES 15m 0.39 0.62 1.73 0.38 0.43
30m 0.41 0.64 1.79 0.36 0.35
0m 0.72 0.85 2.68 0.59 0.57
CENTRO 15m 0.47 0.69 1.74 0.54 0.61
DGLM 30m 0.46 0.68 1.55 0.55 0.58
0m 0.24 0.49 0.94 0.42 0.50
LOS LLOLLES 15m 0.33 0.57 1.42 0.37 0.47
30m 0.43 0.66 1.67 0.45 0.38
0m 0.82 0.91 1.87 0.66 0.52
CENTRO 15m 0.69 0.83 1.41 0.66 0.43
LSTM 30m 0.60 0.77 1.46 0.63 0.58
0m 0.19 0.43 0.82 0.35 0.37
LOS LLOLLES 15m 0.21 0.46 1.28 0.29 0.61

30m 0.23 0.48 1.30 0.32 0.65
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Additionally, R? values reveal diverse trends, spanning from 0.30 to 0.65, with DLGM
and LSTM models exhibiting superior values compared to SARIMAX performance (Table 4).
It is important to note that R? is an estimator significantly influenced by outliers, as
evidenced in this instance in the test data considered for the analysis. Consequently, it
cannot be solely relied upon as an exclusive performance indicator.

Overall, LSTM and DGLM perform better than SARIMAX at the CENTRO station.
Conversely, SARIMAX appears to be a viable alternative for the LOS LLOLLES station.
However, the choice between them depends on specific depth and station requirements,
with LSTM (DGLM) performing well at CENTRO (LOS LLOLLES), with better results at
15 m depth.

Scenario 2. Meteorological variables (precipitation, air temperature, relative humid-
ity, and wind speed)

Time variations in chlorophyll concentration measured in situ and obtained from
statistical and machine learning techniques at different depths (0 m, 15 m, and 30 m) and
for two stations (CENTRO and LOS LLOLLES) are presented in Figure 8. The performances
of these methods using the statistical metrics described in Section 2.6 are presented in
Table 5.

CENTRO LOS LLOLLES
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Figure 8. Chlorophyll-a estimation for Scenario 2 in the two sampling stations with data from Maihue
Lake during 2001-2016. The shaded regions represent observations for the selection of the test.

The DLGM model performed very well at the CENTRO station, with R? values
between 0.84 and 0.93 and MSE values between 0.03 and 0.28, presenting a higher degree
of correspondence at 15 m depth. Furthermore, LSTM excels as the most performant
model at the LOS LLOLLES station, with notable lower MSE values compared to the other
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two models, ranging from 0.03 to 0.09, and higher correlations (up to 0.94 at 30 m depth)
(Table 5). Overall, LSTM exhibited better performance error metrics compared to SARIMAX
(Table 5).

Table 5. Validation metrics for all the stations and models considered in Scenario 2.

. . MSE RMSE MaxError MAE 2
Model/Station Station Depth (ug/L) 2 (ug/L) (ug/L) (ug/L) R
Om 0.65 0.81 3.96 0.93 0.32
CENTRO 15m 0.62 0.79 3.54 0.96 0.31
SARIMAX 30 m 0.52 0.72 3.57 0.88 0.29
Om 0.22 0.47 1.13 0.35 0.54
LOS LLOLLES 15m 0.34 0.59 1.51 0.43 0.65
30 m 0.35 0.59 1.57 0.42 0.52
O0Om 0.28 0.53 0.82 0.47 0.84
CENTRO 15m 0.03 0.16 0.43 0.13 0.98
DGLM 30 m 0.08 0.28 0.64 0.23 0.93
0Om 0.24 0.49 0.94 0.42 0.50
LOS LLOLLES 15m 0.32 0.56 1.28 0.41 0.43
30m 0.42 0.65 1.62 0.43 0.46
Om 0.57 0.76 2.06 0.55 0.67
CENTRO 15m 0.47 0.68 1.77 0.53 0.62
LSTM 30 m 0.39 0.62 1.82 0.43 0.65
O0Om 0.09 0.29 0.65 0.22 0.55
LOS LLOLLES 15m 0.04 0.19 0.42 0.16 0.93
30 m 0.03 0.19 0.43 0.14 0.94

Scenario 3. Satellite data:

3.1 Spectral Bands (B, G, R, and INR).

Seasonal fluctuations in chlorophyll concentration, evaluated in situ and extrapolated
using statistical and machine learning techniques at various depths (0 m, 15 m, and 30 m)
and for two stations (CENTRO and LOS LLOLLES), are presented in Figure 9. The perfor-
mance of these methods, evaluated based on the statistical metrics described in Section 2.6,
is illustrated in Table 6. SARIMAX showed a good performance at the CENTRO station
across all depths. DGLM presented slightly higher MSE values compared to SARIMAX,
with lower RMSE values at 15 m depth. LSTM also showed good performance metrics,
with MSE values ranging from 0.15 to 0.81; however, it did not perform well in the LOS
LLOLLES station at 15 m.

Table 6. Validation metrics for all the stations and models considered in Scenario 3.1.

. . MSE RMSE MaxError MAE 2
Model/Station Station Depth (ug/L) 2 (ug/L) (ug/L) (ug/L) R
Om 0.60 0.77 3.20 0.93 0.33
CENTRO 15m 0.47 0.69 2.81 0.96 0.30
SARIMAX 30 m 0.39 0.63 2.88 0.94 0.29
Om 0.19 0.44 0.86 0.36 0.38
LOS LLOLLES 15m 0.22 0.47 1.34 0.29 0.58

30 m 0.43 0.49 1.33 0.33 0.54
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Table 6. Cont.

. . MSE RMSE MaxError MAE 2

Model/Station Station Depth (ug/L) 2 (ug/L) (ug/L) (ug/L) R
Om 0.87 0.93 1.96 0.75 0.48
CENTRO 15m 0.61 0.78 1.76 0.55 0.49
DGLM 30 m 0.52 0.73 01.75 0.53 0.48
Om 0.30 0.55 0.95 0.46 0.32
LOS LLOLLES 15m 0.35 0.59 1.40 0.39 0.46
30 m 0.43 0.66 1.61 0.42 0.45
Om 0.81 0.90 1.94 0.73 0.52
CENTRO 15m 0.73 0.85 1.84 0.68 0.39
LSTM 30 m 0.63 0.80 1.75 0.63 0.38
Om 0.15 0.38 1.04 0.24 0.42
LOS LLOLLES 15m 0.29 0.54 141 0.41 0.44
30 m 0.28 0.53 1.33 0.39 0.56

CENTRO LOS LLOLLES

15m

30m

Chl-a (ugL™1) Chl-a (uglL™1)

Chl-a (uglL™!)

2002 2004 2006 2008 2010 2012 2014 2016 2001 2002 2003 2004 2005 2006 2007 2008 2009 2010
Date Date

~—— SARIMAX ~—— DGLM — LSTM

Figure 9. Chlorophyll-a estimation for Scenario 3.1 in the two sampling stations with data from
Maihue Lake during 2001-2016. The shaded regions represent observations for the selection of the
test.

3.2 Scenario 3.2. Vegetation Indices

Temporal fluctuations in chlorophyll concentration, evaluated in situ and extrapolated
using statistical and machine learning techniques at various depths (0 m, 15 m, and 30 m)
and for two stations (CENTRO and LOS LLOLLES), are presented in Figure 10. The
effectiveness of these methods, evaluated based on the statistical metrics described in
Section 2.6, is illustrated in Table 7. In general, a better performance can be observed at the
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LOS LLOLLES station when compared to the performance at the CENTRO station. The
best performance is observed at 15 m with SARIMAX, and the DGLM model showed the
better performance metrics.
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Figure 10. Chlorophyll-a estimation for Scenario 3.2 in the two sampling stations with data from
Maihue Lake during 2001-2016. The shaded regions represent observations for the selection of the
test.
Table 7. Validation metrics for all the stations and models considered in Scenario 3.2.
. . MSE RMSE MaxError MAE 2
Model/Station Station Depth (ug/L) 2 (ug/L) (ug/L) (ug/L) R
0m 0.69 0.82 2.67 0.91 0.30
CENTRO 15m 0.67 0.82 243 0.98 0.32
SARIMAX 30m 0.59 0.71 2.42 0.98 0.36
0m 0.19 0.43 0.79 0.35 0.35
LOS LLOLLES 15m 0.29 0.54 1.21 0.41 047
30m 0.32 0.57 1.29 0.42 0.39
0m 0.42 0.65 1.19 0.57 0.75
CENTRO 15m 0.22 0.47 0.85 0.41 0.82
DGLM 30 m 0.17 0.42 0.77 0.34 0.83
0m 0.26 0.51 1.07 0.42 0.38
LOS LLOLLES 15m 0.35 0.59 1.40 0.39 0.46

30m 0.48 0.69 1.88 0.44 0.48
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Table 7. Cont.

. . MSE RMSE MaxError MAE 2

Model/Station Station Depth (ug/L) 2 (ug/L) (ug/L) (ug/L) R
Om 0.74 0.86 2.01 0.59 0.57
CENTRO 15m 0.68 0.82 1.88 0.66 0.44
LSTM 30 m 0.59 0.76 1.85 0.59 0.46
Om 0.15 0.38 1.04 0.24 0.42
LOS LLOLLES 15m 0.22 0.47 1.08 0.36 0.59
30 m 0.24 0.49 1.13 0.36 0.57

4. Discussion

The remote lakes of the Andes have long been an enigma in terms of historical infor-
mation on the limnological characteristics of their waters. In this context, our study of Lake
Maihue has emerged as a beacon of knowledge, allowing us to obtain valuable data on
the current state of water quality and the evolution of its algal community. Our approach
involved an assessment through three different scenarios: Scenario 1 (field measurement
data), Scenario 2 (meteorological data), and Scenario 3 (satellite data). Through these sce-
narios, we have employed three deep learning and traditional statistical models to estimate
the behavior of the variable Chl-a, taking advantage of the richness of data offered by these
parameters. The models used for the estimation of Chl-a, SARIMAX, DGLM, and LSTM,
have proven their effectiveness in various applications and were successfully employed in
our study.

From the results obtained, we can observe that Scenario 2 exhibits better performance
metrics, with lower MSE/RMSE values and higher R? scores than the other ones, with both
LSTM and DGLM as the best models across various stations and depths. Scenario 1, on the
contrary, although also presenting low MSE and RMSE values, generally exhibits slightly
lower R? scores than those in Scenario 2. Additionally, Scenarios 3.1 and 3.2 showed slightly
higher MSE and RMSE values compared to Scenarios 1 and 2. Overall, DGLM and LSTM
consistently demonstrated better performance regarding the depths and stations analyzed.
In contrast, the SARIMAX performance was the worst, probably due to the difficulties in
dealing with non-linearities present in the test data. DGLM and LSTM appear particularly
effective in cases involving non-stationary time series, a common characteristic among
the series in this study. Notably, the performance tends to improve with increasing depth,
with notably better metrics at 15 m. The results obtained have shed light on the superior
performance of Scenario 2, supported by more favorable metrics such as lower MSE/RMSE
values and higher R? scores (see Tables 2-5). In this scenario, LSTM and DGLM stand out
as the outstanding models not only at one but also at multiple stations and depths.

Overall, the DLGM model demonstrates superior performance at the CENTRO station,
whereas LSTM excels at the LOS LLOLLES station. This outcome aligns with expectations,
given the presence of significant outliers in the test data that were not observed in the
training data. It is noteworthy that SARIMAX, unlike the DLGM and LSTM models, is
limited in its ability to handle such non-linearities.

In addition, it is relevant to mention that the performance tends to improve as depth
increases, with significantly more favorable metrics at 15 m depth, where a higher concen-
tration of Chl-a is observed, indicating the presence of algae.

The results of our study reveal that Lake Maihue has experienced a slight increase in
Chl-a concentration during the study period, which spans from 2001 to 2020. Our work
is part of a series of investigations carried out in lakes in the Chilean mountain range, in
which the evolution of algal activity has been closely followed. For example, in a previous
study [13] in Lake Laja, the phenomenon of algal blooms was documented. Likewise,
another recent study [15] in Lake Villarrica identified a close relationship between these
blooms and changing meteorological conditions, directly related to algal blooms. In Lake
Llanquihue, artificial intelligence models were tested to estimate the concentration of
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chlorophyll-a before other parameters because several regional capitals are in this lake,
which contribute to accelerating the impacts on the water quality of this lake system with
the multiple uses of this aquatic ecosystem.

Remote sensing has proven to be a valuable tool in the monitoring of lake systems
in the mountain range of this South American country and a relevant element in the
monitoring of the current state of the water resource as well as the evolution of algae.
In this research, the best predictions were obtained with meteorological data rather than
satellite data, but this may be a consequence of the insufficient spatial distribution of in situ
data. Therefore, in future research, it is intended to have more monitoring stations and carry
out modeling with the greatest amount of combined data, including in situ, meteorological,
and satellite data in the same model. Our future projection in this direction is to increase the
data on water quality parameters and, thus, improve the prediction of deep learning models
using a combination of remote sensing data, meteorological data, and field campaigns.
Caring for lake water quality is essential to protecting human health, biodiversity, the local
economy, and the environment in general. It is vital to take measures to prevent pollution
and promote sustainable management of these valuable water resources.

5. Conclusions

The employment of in situ, meteorological, and remote sensing data has been high-
lighted as a valuable resource for estimating environmental indicators, such as chlorophyll-a
at different depths. This parameter has been widely used in various aquatic ecosystems to
assess both algal biomass and water quality, but at depth, it is a novel contributor. In this
study, a set of in situ data collected between 2001 and 2020 at two monitoring stations in
Lake Maihue was used to analyze the behavior of limnological variables in different areas
of the lake.

The results of this study revealed that the three estimation models used demonstrated
an effective ability to predict chlorophyll-a concentration, with the LSTM and DGLM
models standing out as the most accurate ones compared to the SARIMAX model.

Of the four scenarios evaluated in this study, Scenario 2 exhibits better performance
metrics, yielding the most accurate results for the analyzed stations and depths in the lake.
These models will be fundamental tools for future research, especially during the autumn
and winter seasons, when episodes of rain and strong winds, such as the Puelches winds,
are common and conventional monitoring is more complex. Consequently, there is a need
to use estimation models, such as those presented in this study, that combine real data with
meteorological and remote sensing data using deep learning tools.

Supplementary Materials: The following supporting information can be downloaded at https://www.
mdpi.com/article/10.3390/rs16040647/s1, Table S1: Limnological parameters in the summer season,
Table S2: Limnological parameters in the autumn season, Table S3: Limnological parameters in the
winter season, and Table S4: Limnological parameters in the spring season.
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