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ABSTRACT The machine learning (ML) model provides an alternative method for estimating inherent
optical properties (IOPs) in clear and coastal waters. This study introduces an effective approach by
employing ensemble machine learning techniques, such as random forest, gradient boosting, extra tree,
adaboost, bagging, and voting model, to predict phytoplankton absorption coefficient (aph(λ), m−1) at
selected key wavebands of 443, 489, 510, 555, and 670 nm in clear and coastal waters. The optimization
of the hyperparameters of these models through Bayesian techniques ensured high predictive accuracy.
Furthermore, this research highlights the critical importance of wavelengths 670, 489, and 510 nm through
feature importance analysis. The models exhibit excellent performance in terms of the coefficient of
determination (R2) value when predicting phytoplankton at various wavelengths (e.g., 443, 489, 510, 555,
and 670 nm). The R2 value of around 0.9033 is obtained for the absorption coefficient of phytoplankton
aph at the wavelength 510 nm. The lowest mean squared error (MSE) of 0.0001 was achieved at the green
waveband (i.e., 555 nm). Other statistical matrices, such as mean absolute percentage error (MAPE) and
mean absolute error (MAE), have shown a low error across the selected wavelengths. It is found that
the predicted phytoplankton absorption coefficients are in close agreement with actual values. This study
shows the success of optimized ensemble models for both global and selected regional datasets that can
accurately derive aph(λ), which will contribute to the improvement of ocean primary productivity modelling
and understanding the distribution of phytoplankton blooms.

INDEX TERMS Phytoplankton absorption coefficients, remote sensing reflectance, machine learning,
ensemble models, feature importance.

ABBREVIATION
ML: Machine Learning.
MAPE: Mean Absolute Percentage Error.
MAE: Mean Absolute Error.
TSS: Total Suspended Sediments.
CDOM: Colored Dissolved Organic Matter.
GRB: Gradient Boosting Regressor.
MSE: Mean Squared Error.
ETR: Extra Tree Regressor.
IOP: Inherent Optical Properties.
AOP: Apparent Optical Properties.
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I. INTRODUCTION
Phytoplankton play a crucial role in marine ecosystems and
the biogeochemical cycle of global environment. They con-
tribute significantly to the oxygen content of the Earth’s
atmosphere through photosynthesis. They store energy in
the form of carbon compounds, accounting for over half
of the global primary productivity and serving as the foun-
dation of oceanic food webs. They have a considerable
influence on the ocean color biology of seawater, as observed
by satellite sensors, due to their various shapes, sizes, and
coloring [1], [2].

The aph(λ) parameter changes with the variation of
the chlorophyll-a concentration (Chl-a, mgm−3). A related
parameter to aph(λ) is the specific absorption coefficient of
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phytoplankton (a∗

ph(λ)), which is aph(λ) normalized by Chl-a.
As Chl-a is a primary index for understanding the tropic
state of ocean and land waters, because it provides a strong
relation with biomass and phytoplankton abundance [3], [4].
The level of Chl-a varies with changes in nutrient levels,
environmental conditions, and seasonally with respect to tem-
perature and precipitation [5]. It is important to investigate
the multi-sensor and multi-platform retrieval performance
of water Chl-a concentration by combining multi-sensor
data [6], [7]. Therefore, monitoring the Chl-a concentration is
crucial for evaluating and managing the aquatic ecosystems
and addressing global environmental challenges.

Traditionally, the Chl-a concentration in the aquatic system
was derived and monitored based on laboratory experi-
ments and in situ measurements [8]. These procedures are
only limited to the regional level and, to some extent,
to the global level, with high cost and time consumption.
Bio-optical algorithms have been used to estimate Chl-a
from the remote sensing reflectance Rrs(λ) [9], which was
obtained after the atmospheric correction from the radiance
at the top of atmosphere Lt(λ) [10], [11], [12]. Chl-a values
were estimated based on the spectral shape and magni-
tude of Rrs. The empirical equations were framed with the
principle of Rrs in blue decreases (due to Chl-a absorp-
tion) with an increase in Chl-a values. Though empirical
relations were much easier to implement for global and
regional water like clear/moderately turbid waters (Case-1
water), but poorly retrieve Chl-a values in either total sus-
pended sediments (TSS) or colored dissolved organic matter
(CDOM) dominated waters, which are known as Case-2
waters [9]. The drawbacks of these empirical relations were
rectified by semi-analytical models, which have the ability
to retrieve multiple products like Chl-a, CDOM, and TSS
simultaneously.

The phytoplankton specific absorption coefficients-based
approach for aph(λ) computation has shown promising
progress, particularly in open ocean waters. It is worth noting
that the specific absorption coefficients vary depending on
the pigment content and packaging effect, both of which vary
throughout phytoplankton assemblages. The viability of the
stated specific absorption coefficients in several researched
water locations still requires validation with additional in-situ
observations. Consequently, correctly quantifying specific
absorption coefficients for the water areas of interest is crit-
ical. Many techniques have been developed and are now in
use for estimating aph(λ) from remote sensing data for use in
ocean color applications [13], [14]. However, there is still lots
of scope to develop machine learning-based approaches for
the accurate estimation of aph(λ). Therefore, this study has
developed optimized ensemble machine learning models to
estimate aph(λ) values from remote sensing reflectance. The
model employs a ML framework with six distinct ensemble
algorithms. The best algorithm is selected with the pipeline
approach, and its parameters are optimized to improve the
prediction performance further. Thus, in this work, we have
also developed feature importance analysis to explicitly rank

the features in predicting phytoplankton absorption coeffi-
cients. The model robustness is tested with an independent
data set as part of the validation. Several statistical metrices
are computed to assess the model performance. The model
results exhibit a very good agreement against the in situ
observations. This is mainly due to its reliance on the aph
peaks at 443 and 670 nm, which are greatly influenced by
phytoplankton absorption and fluorescence.

This paper is organized into four sections. Section II
presents data and methods. The measured data, the back-
ground of ensemble models, the modeling approach, and
performance evaluation matrices are described in this section.
The performance of the proposed ensemble models in the
prediction of phytoplankton is documented in Section III. The
concluding remarks are highlighted in Section IV.

II. DATA AND METHODS
A. MEASURED DATA
The dataset mentioned in the paper [15] served as the primary
datasets for this study. Specifically, it incorporated NOMAD
(NASA Bio-Optical Marine Algorithm Data Set – SeaBASS)
in situ data, CARDER in situ data, and off Point Calimere in
situ data (collected in highly turbid coastal waters off Point
Calimere in the Bay of Bengal, Southern India). NOMAD
in situ data [16] combines pigment and optical data gathered
concurrently from various geographical locations. It stands
as a unique and internationally acclaimed high-quality data
set, benefiting the global bio-optical community [16]. The
CARDER bio-optical dataset gathered in coastal waters on
the west coast of Florida from 1999 to 2006 is also used in
this study [17], [18].

The above-water radiometric data (from Trios sensors),
pigment data, and aph(λ) data (determined using the methods
described in [19]) were collected in highly turbid coastal
waters off Point Calimere on the southeast coast of Tamil
Nadu, Southern India [15]. All the data sets are merged
together to create a full data set with 841 data points. Further,
this data set is divided into two parts. 80 % of the total
data points were used for training models, and the remaining
20 % were used for modeling validation.

Table 1 describes the statistics of the in situ measurements
of remote sensing reflectance and phytoplankton absorption
coefficients (at key selected wavelengths) for data set used
for the model training.

The dataset covers a wide range of clear and coastal
waters around the world (aph(443) varying from 0.00176 to
4.443 m−1 and the corresponding Rrs(443) ranging from
0.00019 to 0.0251 sr−1.

B. BACKGROUND: ENSEMBLE MODELS FOR
PHYTOPLANKTON ABSORPTION
COEFFICIENTS PREDICTION
1) RANDOM FOREST REGRESSION
A schematic illustration of the random forest ensemble model
is shown in Figure 1. The model increases the forecast prob-
ability by combining different models [20], [21]. In other
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TABLE 1. Statistics of the in-situ data sets used to train models.

words, the ensemble model performs better in terms of pre-
diction than other single models. The random forest method
can be used for both classification and regression [22]. The
arithmetic average of the regression results from all of the
decision trees, which are collected from various regression
trees, is the final model output from the regression technique.
It creates decision trees from several samples, categorizing
them based on their average and regressing them based on
a majority vote. One of the most important features of the
random forest technique is its capacity to handle data sets
containing continuous variables, as in regression, and cate-
gorical variables, as in classification.

The random forest algorithm’s steps are as follows:
Step 1: N randomly chosen records are chosen at random

from a data collection of k records.
Step 2: A distinct decision tree is constructed for each

sample.
Step 3: Each decision tree generates an output.
Step 4: The outcome for classification and regression is

assessed using a majority vote or an average.

2) GRADIENT BOOSTING REGRESSION
Amachine learning approach called gradient boosting regres-
sion (GBR) is employed for regression problems involving
the prediction of a continuous target variable. It functions
by sequentially combining a number of weak decision tree
models to progressively raise prediction accuracy [23]. The
approach begins by creating a straightforward decision tree
model to forecast the target variable, and then iteratively
fits the residual errors of the previous model to create new
models, as shown in Figure 2. The mean squared error (MSE)
between the predicted and actual target dataset is trained
into each model in order to minimize it. The final prediction
is generated by adding the individual models’ predictions
together. Due to its versatility, tolerance to outliers and noisy
data, and ability to handle complex non-linear connections
between the input features and the target variable, GBR is
an effective technique that is frequently employed in many
real-world applications. It can be computationally expensive
for large datasets and necessitates careful hyperparameter
tuning.

FIGURE 1. Conceptual diagram of random forest ensemble model.

3) EXTRA TREE REGRESSION
To increase the precision and resilience of regression
models, the ensemble learning technique known as Extra
Trees Regression (ETR) integrates numerous decision trees,
as shown in Figure 3. By choosing arbitrary feature subsets
and threshold values for splitting nodes, ETR adds more
randomness to the tree-building process [24]. This random-
ization lowers overfitting and raises tree diversity, which
can enhance ensemble stability and accuracy. The user has
flexibility over how many trees are included in the ensemble;
generally, more trees lead to higher performance but longer
calculation times. Regression models’ accuracy and robust-
ness can be increased with the use of ETR, a potent and
effective ensemble learning technique. ETR is a well-liked
option for many machine learning applications due to its
lower computing cost and effectiveness in high-dimensional
data.

4) ADABOOST REGRESSION
Regression analysis is frequently performed using adaptive
boosting, also known as AdaBoost. It is a technique for
ensemble learning that combines a number of weak learners
to produce a stronger learner to predict precisely [25]. The
fundamental principle of AdaBoost regression is to fit a series
of regression trees to the training data iteratively, with each
regression tree acting as a weak learner that tries to predict the
target variable using a collection of input features. The final
prediction is the weighted average of the predictions from all
the regression trees in the sequence, where the weights are
based on how accurately each tree predicted the training data.

It is quite adaptable and works with a variety of input
features and target variables, but it can be sensitive to outliers
and data noise. All things considered, AdaBoost regression is
a strong and adaptable machine learning technique that can
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FIGURE 2. Implementation of gradient boosting regression.

FIGURE 3. Implementation of extra tree regression.

be applied to a variety of regression applications. The main
step of AdaBoost regression is given below.

Initialize the weights: Each sample in the training set is
given an equal weight at the beginning of the algorithm. These
weights are used to give misclassified samples extra weight
throughout each iteration.

Step-1: Using the current weights, the first regression tree
is fitted to the training data. The misclassified samples are
given larger weights when the tree is used to make predictions
based on the training data.

Step-2: The same method used to fit the first tree is used to
fit additional regression trees to the weighted data. The user
chooses how many trees to utilize; more trees typically result
in higher performance but longer training timeframes.

Step-3: The final prediction is a weighted average of the
predictions from all the regression trees in the sequence,
where the weights depend on how well each tree performed
on the training set of data.

Step-4: The validation set is used to assess the model’s
performance. This enables you to assess the model’s ability
to generalize to new data and make any necessary changes to
enhance performance.

5) BAGGING REGRESSION
The accuracy and stability of regression models are enhanced
by the robust machine learning algorithm known as Bagging

FIGURE 4. Implementation of bagging regression.

Regression, which applies the bootstrap aggregation (bag-
ging) method as shown in Figure 4. Several models are built
using various subsets of the training data in this ensemble
learning technique, and the predictions from each model are
then combined to get the final prediction [26], [27]. The
Bagging Regression procedure entails a number of processes,
such as dividing the data into a training set and a validation
set, producing numerous subsets of the training data, and
aggregating the predictions from all the models to provide a
final prediction. The Bagging Regression technique can also
make use of feature bagging to increase the model’s stability
and accuracy. Bagging Regression is an all-purpose machine
learning approach that is effective and adaptable for a variety
of regression tasks.

6) VOTING REGRESSION
A machine learning approach called voting regression com-
bines the results of various regression models to produce
a single forecast. It is an ensemble learning technique for
enhancing the precision and consistency of regression mod-
els [28], [29]. It entails building numerous regression models
with various hyperparameters, methods, and training data
subsets. Then, using a voting method, the predictions from
all the models are combined to determine the final prediction.
The Voting Regression approach can also include ensemble
methods like bagging and boosting to increase the model’s
stability and accuracy. Voting Regression is an all-around
effective and adaptable machine learning technique that may
be applied to a variety of regression tasks.

C. MODELING APPROACH
The experimental setup for the proposed ensemble mod-
els to predict the absorption coefficient of phytoplankton
is envisioned in Figure 5. The data has 843 samples, five
input features such as remote sensing reflectance Rrs(443),
Rrs(489), Rrs(510), Rrs(555), and Rrs(670) and five out-
put features such as aph(443), aph(489), aph(510), aph(555),
aph(670).

The data are cleaned, filled in where necessary, normal-
ized, and split tested and trained sets. Based on the testing
data’s smallest standard deviation, the optimal model is cho-
sen. Hyperparameters like the number of trees, maximum
depth, minimum samples split, and minimum samples leaf
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FIGURE 5. Experimental setup of ensemble model for predicting the phytoplankton absorption
coefficients.

are tuned after the best model has been chosen. In this work,
the method of parameter tuning known as ‘‘Bayesian Opti-
mization’’ is utilized to evaluate the model. It is a method
that chooses the ideal set of hyperparameters for a partic-
ular model using probabilistic modeling. In recent years,
ensembleML hyperparameter optimization has been success-
fully accomplished via Bayesian optimization. The approach
operates by simulating the ensemble model’s performance
on a validation set, the objective function. The model is
updated based on the discrepancy between predicted and
actual data, and the process is repeated until the best set of
hyperparameters is identified. Bayesian optimization is an

excellent technique for fine-tuning ensemble models because
it can handle noisy or non-smooth objective functions and
effectively search a wide hyperparameter field.

D. DISTINCTIVENESS OF THE PROPOSED APPROACH
In this study, different ensemble models were meticulously
developed, employing a systematic approach to select the
most suitable one. These models were refined by adjusting
their parameters to ensure optimal configurations. In the
domain of hyperparameter tuning for ensemble models,
Bayesian optimization was employed, which is an advanced
technique that follows an iterative process of selecting
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TABLE 2. Optimized hyperparameters of extra tree regressor.

hyperparameter combinations, assessing their performance,
and updating a probabilistic surrogate model. This approach
facilitates a systematic exploration of the hyperparameter
space, with a particular emphasis on configurations that have
promising potential. This strategy enhances the predictive
accuracy and overall performance of these models in predict-
ing absorption coefficients. To enhance our understanding of
the models, advanced techniques, including Shapley values
and permutation-based assessments, were applied. Shapley
values, originating from game theory, provided insights into
the impact of individual features on predictions, while permu-
tation analysis testedmodel stability by shuffling features and
identifying the most influential ones. This detailed analysis
not only increased the credibility of the results but also deep-
ened comprehension of the underlying data. By integrating
these advanced methods, the study revolutionized phyto-
plankton absorption predictions, setting a new benchmark for
accuracy and interpretability in this field.

E. MODEL ACCURACY ASSESSMENT
Several performance matrices, including R2 score, mean-
squared error (MSE), mean absolute percentage error
(MAPE), and mean absolute error (MAE), were used to
assess the accuracy of models. MAPE is the ratio of the mean
absolute value of the actual data to the mean absolute value
of the prediction errors. The model performs better when the
MAPE, MAE, and MSE scores are lower. On the other hand,
a higher R2 score indicates better model performance. R2 is a
statistical index that shows the proportion of a dependent vari-
able’s variation in a regression model that can be accounted
for by one or more independent variables.

R2 = 1 −
SSR
SST

where, SST represents the total sum of squares and SSR
represents sum of squared regression.

The MAPE is defined by the following equation.

MAPE =

∑N
i=1 |dAi − dFi|

dAi
× 100%

where dFi is the prediction data, dAi is the actual data, and N
is the number of samples.

TABLE 3. Optimized hyperparameters of random forest.

TABLE 4. Optimized hyperparameters of gradient boosting.

The MSE indicates the model error, and it is 0 if the
predicted and the observed values are same. The value of
MSE rises in proportion to the model error, and it is generally
calculated by the equation given below.

MSE =

∑N
i=1 (dAi − dFi)2

N

where dAi is the ith observed value and dFi is the correspond-
ing predicted value.

III. RESULTS AND DISCUSSIONS
A. RESULTS
Using the default parameters, the pipeline approach com-
pares six different ensemble models and chooses the best
one. A machine learning pipeline is a complete design that
manages the input and output of a variety of models. With
the extra tree regressor, the height score is obtained for pre-
dicting absorption coefficients of phytoplankton at selected
wavebands such as 443, 490, 510, 555, and 670 nm. After
determining the best ensemble models (extra tress regres-
sor), the hyperparameters are further tuned with Bayesian
optimization. The Bayesian optimization is used to improve
expensive-to-evaluate black-box functions. The approach
creates a surrogate model, a probabilistic representation of
the unknown function. The cost function values are predicted
using the surrogate model for unexplored regions of the
search space. Based on the predictions of the surrogate model
and the recent status of the search, the acquisition func-
tion is utilized to determine the next point to examine. The
number of estimators, maximum depths, minimum sample
splits, and minimum samples leaf are optimized for the extra
tree regressor. These data-driven models do not consider the
physics of the underlying fact. The optimized parameters for
predicting different absorption coefficients of phytoplankton
are provided in Table 2.
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TABLE 5. Optimized hyperparameters of adaboost.

TABLE 6. Optimized hyperparameters of bagging.

TABLE 7. Optimized hyperparameters of voting.

TABLE 8. Performance matrices for phytoplankton absorption coefficient
prediction.

Table 2 shows that themaximum number of n_estimators is
required to predict the absorption coefficients of phytoplank-
ton at a wavelength of 555 nm. The optimized maximum
depths indicate that the phytoplankton prediction at a wave-
length of 489 nm and 610 nm has the same depth of 17. The
minimum sample split ranges between 2 to 5 for the selected
wavebands.

The hyperparameters of the other ensemble models are
provided in Tables 3, 4, 5, 6, and 7. The models are trained
with optimal hyperparameters once the main parameters
for the extra tree regressor are tuned. The trained ensem-
ble machine-learning models are then pickled, a standard
Python method for serializing objects, and saved to a file
for later use and prediction of phytoplankton absorption
coefficients the five (443, 490, 510, 555, and 670 nm)
selected wavebands with unobserved data. Table 8 dis-
plays the developed model’s statistical performance using

FIGURE 6. Performance index for several aph predictions.

the validation dataset. It demonstrates that the developed
models perform superbly in terms of R2 value when predict-
ing phytoplankton at various wavelengths. The highest R2

is obtained for the absorption coefficient of phytoplankton
aph(510) prediction, which is around 0.9033. The lowestMSE
of about 0.0001 for 169 observations also suggests strong
statistical performance. Table 8 also includes the other per-
formance matrices, such as MAPE and MAE. The minimum
MAPE and MAE are 0.2784 and 0.0052 for aph(443) and
aph(555) predictions, respectively. The performance index
values for phytoplankton absorption coefficient predictions
with different wavelengths are provided in Figure 6. Sev-
eral visualization techniques are used to better investigate
the extra tree ensemble modes’ performance in absorption
coefficient prediction. Figure 7 shows the scatter plot for
comparisons between actual aph(λ) from in-situ and predicted
aph(λ) from the model for the five (443, 490, 510, 555, and
670 nm wavebands) selected wavebands. For almost all in
situ values, it is discovered that the predicted phytoplankton
absorption coefficients are quite close to the actual values.
Linear regression parameters (i.e., slope and intercept) for the
predicted and actual phytoplankton absorption coefficients
are shown in Figure 7.

Though a wide variety of models with varying degrees of
complexity ranging from empirical to complex semi analyt-
ical approaches for determination of the aph(λ) coefficient
were developed in the past, however, no model has potential
to estimate the aph(λ) accurately in coastal waters.

B. FEATURE IMPORTANCE ANALYSIS
Even though machine learning-based regression studies may
produce highly accurate predictions, they are frequently
criticized for their lack of explicit interpretability. Models
are useful for making predictions, but they do not provide
much information on how various input factors alter phy-
toplankton absorption coefficients. To address this issue,
a feature importance analysis is carried out. This study
sheds more light on the feature-importance techniques of the
models.

The significance of each feature can be determined by
the degree to which it contributed to a reduction in the loss
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FIGURE 7. Scatter plots for comparisons between actual aph(λ) from in-situ samples and predicted aph(λ) from the model
for the five (443, 490, 510, 555, and 670 nm wavebands) selected wavebands. The solid black line is the 1:1 line and solid
red line is the linear regression fitted line.

function throughout the training phase. Shapley values and
permutation importance are two techniques used to assess the
importance of a feature.When a feature’s values are randomly

permuted to determine its permutation significance, the effect
on the performance of the model is examined. Changing the
value of a feature that is essential will have a catastrophic
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TABLE 9. Feature importance analysis for phytoplankton absorption
coefficient prediction.

impact on the model’s accuracy. Shapley values, on the other
hand, estimate the marginal contribution of a feature to the
prediction by considering all plausible combinations of fea-
tures. Table 9 ranks five features in predicting phytoplankton
absorption coefficient. It is observed that Rrs(670), Rrs(489),
and Rrs(510) are top-ranked features for predicting phyto-
plankton absorption coefficients phytoplankton at various
wavelengths (e.g., 443, 489, 510, 555, and 670 nm). This
demonstrates that while the investigated models differ on the
relative importance of other variables, they do share a com-
monality in their features for three of the five features. This
implies that despite having slightly different performances,
these models might have an advantage in some situations.
This could mean that one type of model is better than another
in the real world, but only in certain conditions. A decision
support system can also leverage the data gathered from the
deployment of several models.

IV. CONCLUSION
We have developed optimized ensemble machine learning
models for predicting phytoplankton absorption coefficient
with enhanced accuracy at five selected wavebands, which
are common wavebands for most of the ocean color satellite
sensors. The utilization of advanced techniques, includ-
ing Bayesian optimization and feature importance analysis,
significantly enhanced the accuracy and interpretability of
predictions. Five input features are ranked to clearly indicate
the most influential inputs in predicting aph(λ). It has been
found that the Rrs(670), Rrs(489), and Rrs(510) impact aph(λ)
prediction at a variety of wavelengths. Models have estimated
aph values with high accuracy in terms of statistical matri-
ces. We also noticed close agreement between the estimated
and actual values for all five wavebands. The best R2 score
(0.9033) and MSE (0.0005) are obtained for aph(510) out of
five selected wavebands. The developed models and com-
prehensive analysis not only enhanced result applicability
but also enhanced understanding of underlying data, trans-
forming phytoplankton absorption predictions and setting a
new benchmark for accuracy and interpretability in the field.
In future, a range of different ensemble models will be inves-
tigated for modeling phytoplankton absorption coefficients
in the clear and coastal waters considering large scale global
datasets.
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