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ABSTRACT

Drinking water purity analysis is an essential framework that demands several real-world parameters to ensure the quality of water. So far,
sensor-based analysis of water quality in specific environments is done concerning certain parameters including the PH level, hardness, TDS,
etc. The outcome of such methods analyzes whether the environment provides potable water or not. Potable denotes the purified water that
is free from all contaminations. This analysis gives an absolute solution whereas the demand for drinking water is a growing problem where
the multiple-level estimations are essential to use the available water resources efficiently. In this article, we used a benchmark water quality
assessment dataset for analysis. To perform a level assessment, we computed three major features namely correlation-entropy, dynamic
scaling, and estimation levels, and annexed with the earlier feature vector. The assessment of the available data was performed using
the statistical machine learning model that ensembles the random forest model and light gradient boost model (GBM). The probability of
the ensemble model was done by the Kullback Libeler Divergence model. The proposed probabilistic model has achieved an accuracy of
96.8%, a sensitivity of 94.55%, and a specificity of 98.29%.

Key words: correlation-entropy, dynamic scaling, estimation, gradient boost model, linear discriminant analysis (LDA)

HIGHLIGHT

® Developing an IoT framework for water quality management data extraction involves deploying a network of sensors capable of measuring
key parameters such as pH, dissolved oxygen, turbidity, temperature, conductivity, and contaminants across water bodies. The proposed
work uses a probabilistic machine learning model to estimate the multiple levels of water quality assessments.

This is an Open Access article distributed under the terms of the Creative Commons Attribution Licence (CC BY 4.0), which permits copying, adaptation and
redistribution, provided the original work is properly cited (http://creativecommons.org/licenses/by/4.0/).
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1. INTRODUCTION

Water as an essential need for every human being around the globe demands a systematic framework for analyzing its potable
nature and also the parameters to ensure its integrity. Numerous parameters are used to represent the integrity of water
including pH levels, saltation levels, mineral levels, TDS, etc. (Qi ef al. 2022). These are biological parameters that represent
the quality of water management. The water quality index (WQI) is constructed by integrating various water quality par-
ameters into a single numerical value, providing a comprehensive assessment of overall water quality. Initially, a selection
of relevant parameters such as pH, dissolved oxygen, turbidity, temperature, conductivity, and levels of contaminants are
identified based on their significance in determining water quality (Gaur et al. 2022). These parameters are assigned weights
or importance factors reflecting their relative significance in influencing water quality. Subsequently, individual parameter
values are normalized and transformed into dimensionless scores using appropriate mathematical functions or scales to
ensure comparability across different parameters (Uddin et al. 2023). These normalized scores are then aggregated using
weighted averaging or another aggregation method to compute a single composite score, representing the overall water qual-
ity status. The final step involves categorizing the composite score into predefined quality classes or categories (e.g., excellent,
good, fair, poor) to facilitate interpretation and decision-making. The WQI framework provides a simplified yet informative
way to assess and communicate water quality status to stakeholders, enabling informed management decisions and interven-
tions aimed at preserving and improving water resources (Uddin ef al. 2021). With the biological parameters, only the
assessment regarding a specific environment can be performed whereas the computational exploration of those parameters
could provide a global framework for analyzing the water quality (Liu et al. 2022).

The computational exploration can be done using different strategies and the data extraction can be done using the IoT
sensors that transfer the obtained data and the parameter analysis can be performed based on the nature of the parameters
(Cao et al. 2022). Water quality assessment through IoT devices involves the strategic deployment of sensors capable of
measuring various parameters such as pH, dissolved oxygen, turbidity, temperature, conductivity, and contaminant levels
within water bodies. Initially, appropriate sensors are selected based on the specific parameters requiring monitoring.
These sensors are then integrated into IoT devices, typically microcontrollers or single-board computers like Raspberry Pi,
equipped with communication modules such as Wi-Fi, Bluetooth, or cellular connectivity (Kruse 2018). The sensors are stra-
tegically deployed at desired locations within the water bodies, ensuring proper calibration and positioning for accurate
measurements. The 10T devices collect data from the sensors at regular intervals, with the frequency of data collection tai-
lored to the monitoring requirements. Subsequently, the collected data are transmitted wirelessly to a central server or
cloud platform using the communication capabilities of the IoT devices (Jayaraman et al. 2024). Upon transmission, the
data are securely stored in a database or cloud storage, where it undergoes analysis to identify patterns, trends, and anomalies.
Visualization tools and dashboards are developed to provide real-time insights into water quality conditions, enabling
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stakeholders to make informed decisions. Regular maintenance and calibration of sensors are conducted to ensure measure-
ment accuracy, with malfunctioning components promptly replaced or repaired. Integration with decision support systems
further enhances the utility of the data by linking it with predictive models or resource management systems, facilitating
timely interventions to address any detected issues. Overall, water quality assessment via IoT devices enables continuous
monitoring, proactive management, and effective preservation of water resources. The iterative modeling of water quality
assessment can be carried out by inducing machine learning models to analyze the water quality-related data (Bedi ef al.
2020). Water quality assessment employing machine learning models entails the utilization of historical water quality data
to develop predictive algorithms capable of analyzing and forecasting water quality parameters. Initially, a comprehensive
dataset containing information on various water quality parameters, alongside relevant environmental factors such as
weather patterns, land use, and hydrological characteristics, is compiled (Thorslund & van Vliet 2020). This dataset serves
as the foundation for training machine learning models, including regression, classification, and clustering algorithms,
among others. The models are trained to recognize patterns, correlations, and anomalies within the data, enabling them
to predict water quality parameters based on input variables. Once trained, these models can analyze real-time data collected
from sensors deployed in water bodies, providing continuous assessment and early detection of water quality fluctuations.
Additionally, machine learning models can be utilized to optimize sampling strategies, identify sources of contamination,
and prioritize management interventions, thereby enhancing the efficiency and efficacy of water quality monitoring and man-
agement efforts. Regular updates and refinements to the models ensure their adaptability to changing environmental
conditions and evolving water quality challenges, ultimately contributing to the sustainable management and preservation
of water resources. Utilizing machine learning models for water quality assessment involves extracting pertinent features
from sensor-gathered raw data in water bodies. These features are then utilized to train predictive algorithms. Initially, a com-
prehensive dataset comprising raw measurements of water quality parameters (e.g., pH, dissolved oxygen, turbidity,
temperature, and conductivity) is compiled. Domain knowledge and statistical techniques are subsequently employed to com-
pute additional features, including statistical moments, frequency-domain attributes, time series characteristics, and spatial
patterns from the raw data. These computed features act as inputs for machine learning algorithms, facilitating the learning
of intricate relationships between input features and target water quality parameters. Techniques for feature selection may
also be applied to pinpoint the most informative features, thus enhancing the predictive performance of the models while
reducing dimensionality and computational complexity. Post-training, these machine learning models can analyze real-
time sensor data to predict water quality parameters, furnishing valuable insights into the current state of water quality
and enabling timely management interventions. Continuous refinement and adaptation of feature computation techniques
and machine learning models are crucial for effectively addressing evolving water quality challenges and enhancing water
quality assessment systems’ overall accuracy and reliability. There are three major objectives proposed in this article for esti-
mating the water quality using IoT, and a machine learning model as follows:

* IoT sensor-based data collection model from the real-world environment
* A triple-stage feature computation model to increase the size of the feature vector
* Probabilistic machine learning model to estimate the multiple levels of water quality assessments.

Section 2 denotes the literature review followed by Section 3 which denotes the materials and methods that are adopted for
the implementation Section 4 which illustrates the experimental results that are obtained through the proposed model and
discusses the obtained results followed by the conclusion and references.

2. LITERATURE SURVEY

The literature review on water quality assessment begins with analyzing the physical changes that are made in water quality
data extraction where the parameters are extracted using the traditional methods where the purity analysis using pH calcu-
lation is performed initially (Wu et al. 2021). Because of its broad structure, the assessment highlights the consolidation of
extensive water quality data into a singular value or index as a valuable method. This process involves four sequential
stages within WQI models: initial selection of water parameters for sub-index generation, assigning weights to these par-
ameters, and calculating the overall WQI. Consequently, a vast amount of water quality data is condensed into a solitary
index, allowing for comparison among different traditional WQI indices concerning parameter selection, sub-index creation,
weight assignment, aggregation methods, and rating scales (Nayak et al. 2020). After evaluating the WQ], it was determined
that traditional calculations consumed excessive time and revealed a limited number of errors during the sub-index
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calculations. Various statistical and visual evaluation indicators were employed to assess the models. The data underwent
division into training and testing sets by the machine learning algorithm, which utilized hybrid algorithms and provided esti-
mations for WQI values (Bui ef al. 2020). The research conducted for WQI analyses took place in Lake Poyang, China,
involving the classification of 24 water quality samples into three distinct groups. The analysis focused on 20 diverse
water quality parameters, particularly emphasizing Total Nitrogen (TN) and Total Phosphorus (TP), while assigning lower
ratings to hazardous metals and other criteria in the WQI Analysis (Wu et al. 2017). It engaged in the utilization of a com-
prehensive range of fractional deviation techniques encompassing difference, ratio, and normalized difference indices. The
resultant WQI values exhibit a range from 56.61 to 2,886.51. The index above was derived through the assessment of
curve slope and root mean square error values (Wang ef al. 2017). A variety of feature extraction methods are employed
in water quality assessment to distill relevant information from raw data collected by sensors and other monitoring devices
(Sagan et al. 2020). One prevalent approach involves statistical methods such as mean, median, standard deviation, and skew-
ness, which provide insights into the central tendency, variability, and distribution of water quality parameters (Kumar &
Padhy 2014). Time-domain analysis techniques, including autocorrelation and spectral analysis, capture temporal patterns,
and periodicities in water quality data, aiding in the identification of seasonal variations and long-term trends (Akbarighatar
et al. 2023). Frequency-domain methods, such as Fourier analysis and wavelet transforms, enable the decomposition of sig-
nals into frequency components, facilitating the detection of cyclic patterns and oscillations (Condon ef al. 2021). Spatial
analysis techniques, such as kriging and spatial interpolation, are utilized to analyze spatial variability and spatial autocorre-
lation in water quality parameters across different locations within a water body (Monica & Choi 2016). Additionally,
machine learning algorithms such as principal component analysis (PCA), independent component analysis (ICA), and fea-
ture selection algorithms like genetic algorithms and recursive feature elimination are employed to identify and prioritize the
most informative features for water quality assessment (Hosseini Baghanam ef al. 2022). These feature extraction methods
collectively contribute to a comprehensive understanding of water quality dynamics, aiding in the detection of anomalies,
prediction of future trends, and formulation of effective management strategies for preserving and improving water resources
(Dilmi & Ladjal 2021). A diverse array of machine learning classification methods is employed in water quality assessment to
effectively analyze and categorize water quality data. Supervised learning algorithms such as decision trees, random forests,
and support vector machines (SVMs) are widely utilized to classify water samples into different quality categories based on
their feature vectors (Najwa Mohd Rizal ef al. 2022). These algorithms leverage labeled training data to learn decision bound-
aries and classify unseen samples with high accuracy. Additionally, ensemble methods like AdaBoost and gradient boosting
combine multiple weak classifiers to enhance classification performance (Khan ef al. 2022). Deep learning techniques,
including convolutional neural networks (CNNs) and recurrent neural networks (RNNs), are increasingly employed to
extract intricate patterns and temporal dependencies from water quality data, particularly in spatial and temporal modeling
tasks (Baek et al. 2020). Unsupervised learning methods such as clustering algorithms, including k-means and hierarchical
clustering, are utilized for exploratory analysis and pattern recognition in unlabeled data, enabling the identification of natu-
ral groupings and anomalies in water quality datasets (Marin Celestino et al. 2018). Furthermore, hybrid approaches that
integrate multiple machine learning techniques, such as feature selection, dimensionality reduction, and ensemble learning,
are employed to improve classification accuracy and robustness in complex water quality assessment tasks (Aslam et al.
2022). Overall, machine learning classification methods play a pivotal role in effectively analyzing and interpreting water
quality data, facilitating informed decision-making and management of water resources.

3. MATERIALS AND METHODS

We proposed three different strategies for water quality assessment and created three major estimation levels from the global
dataset. Initially, we proposed an IoT framework to extract real-world data for water quality assessment. Once the data are
retrieved, we computed three major features that are essential to discriminate the different levels of estimation for the water
quality assessment. Once the feature vector for water quality assessment was created, we proposed a probabilistic machine
learning model to perform multiclass classification to match the different estimation levels of water quality management. The
overall workflow of the proposed method has been given in Figure 1.

3.1. Dataset description

We used the global water quality dataset retrieved from the benchmark Kaggle repository for implementing the proposed
methods. The dataset consists of 3,277 instances with 10 major features, namely pH level of the water, hardness, solids,
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Figure 1 | Workflow of the proposed model.

amount of chloramines, amount of sulfate, conductivity, organic carbon, trihalomethanes, turbidity, and potable nature of the
water. The only class description in the obtained dataset is the potable nature whereas all the other features remain as pro-
blem-related features.

3.2. loT framework to extract the water quality management data

Developing an IoT framework for water quality management data extraction involves deploying a network of sensors capable
of measuring key parameters such as pH, dissolved oxygen, turbidity, temperature, conductivity, and contaminants across
water bodies. These sensors are connected to 10T devices equipped with communication modules like Wi-Fi, cellular, or
LoRa, facilitating data collection and transmission to a central server or cloud platform (Liu et al. 2023; Zhou et al.
2024). Firmware/software in IoT devices collects data at regular intervals, ensuring real-time monitoring. Data are stored
securely in databases or data lakes, enabling efficient management and analysis.

Interactive dashboards and mobile apps provide stakeholders with real-time visualization of water quality par-
ameters, facilitating informed decision-making (Chaudhari 2019). Machine learning algorithms analyze data to
detect patterns, anomalies, and trends, supporting predictive modeling and decision support (Dai et al. 2024a,
2024Db). Integration with decision support systems and regulatory compliance tools ensures seamless data exchange
and regulatory adherence (Ahmed ef al. 2019). The framework prioritizes scalability, flexibility, and security, allowing
for easy expansion, interoperability with different sensors, and robust protection against cyber threats. Regular main-
tenance and updates ensure accurate and reliable data collection, contributing to proactive water quality management
and resource preservation (Zhang et al. 2021). Figure 2 denotes the IoT framework to extract the data from the real-
world environment. Here CO, sensors can play a crucial role in water quality assessment by detecting carbon dioxide
levels dissolved in water, which can indicate the presence of organic matter decomposition, industrial pollution, or
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other environmental factors affecting water quality (Luo ef al. 2022). These sensors typically employ a membrane-based
or solid-state electrochemical sensing mechanism. In membrane-based sensors, a semi-permeable membrane allows
only CO, molecules to diffuse through, where they interact with a pH-sensitive indicator solution, leading to a
change in pH that is measured by a pH electrode (Konde & Deosarkar 2020). Solid-state electrochemical CO, sensors
utilize electrodes and an electrolyte to produce a voltage proportional to the concentration of CO, in water. The
measured CO, concentration can provide insights into the biological activity, acidity, and overall health of aquatic eco-
systems, aiding in the early detection of pollution events and informing management decisions for water resource
conservation and protection.

3.3. Triple-stage feature extraction model

As mentioned in the dataset description, the available dataset has only a single estimation feature, i.e. the potable nature of
the water to analyze whether it attained the quality or not. The major objective is to frame the estimation levels so that further
contamination levels can be eliminated from the analysis and the remaining levels are tuned for the purification process. The
triple-stage feature extraction begins with creating a multidimensional scaling as a feature that can be computed by represent-
ing the available features based on their similarity and dissimilarity matrix. Let D be the dissimilarity matrix computed from
the available samples, where D;; represents the dissimilarity or distance between samples i and j. MDS aims to find a low-
dimensional representation of these samples while preserving their pairwise distances as much as possible. Let X be the
matrix representing the low-dimensional embedding of the samples, where each row x; corresponds to the coordinates of
the sample i in the reduced space. We aim to minimize the stress function, which measures the discrepancy between the
original dissimilarities and the distances in the embedded space:

Stress = Y _ (dy — |lxi — xi[l)? @

i<j
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where dj; is the dissimilarity between samples i and j and ||x; — ;|| is the Euclidean distance between their coordinates in the
reduced space. The coordinates x; can be obtained by solving the optimization problem which denotes the MDS equation
from the obtained matrix.

MDS = min(X) Y (D — |l; — x])? )

i<j

Equation (2) is subject to constraints or using iterative algorithms such as gradient descent, classical MDS, or Sammon
mapping (Tang ef al. 2020). Once the coordinates x; are obtained, they can be used as features in the dataset for further analy-
sis or modeling. Once the scaling is done, then the next stage is to identify the correlation within the available features and to
form a normalized value as one of the feature sections. This was done by computing Kendall’s rank correlation coefficient.
Kendall’s rank correlation coefficient, also known as Kendall’s tau (), is a nonparametric measure of association between two
variables based on the ranks of the data. Let X and Y be two variables for which we want to compute Kendall’s tau. The for-
mula for Kendall’s tau (z) can be represented mathematically as follows:

> sign((x; — x)).(vi — )
o T ©)
(2.np)

nn—1)

Here x; and y; denote the ranks of the ith observation in variables X and Y, respectively. # is the number of observations.
A sign is the sign function, returning +1 if its argument is positive, —1 if negative, and 0 if zero. The summation is over all
distinct pairs i <j of observations. Kendall rank correlation offers several advantages as a feature extraction model.
Firstly, it is a nonparametric measure, meaning it does not rely on assumptions about the underlying distribution of
the data, making it robust to outliers and nonnormality (Chen et al. 2022). Secondly, Kendall’s tau is invariant to mono-
tonic transformations of the data, allowing it to capture nonlinear relationships between variables. Additionally, Kendall’s
tau is less affected by tied ranks compared to other correlation measures, such as Pearson correlation, making it suitable
for datasets with tied observations. Furthermore, Kendall’s tau is interpretable, ranging from —1 to +1, with higher absol-
ute values indicating stronger associations between variables (Pandey et al. 2018). Overall, Kendall rank correlation
provides a flexible and robust approach for extracting features from data, particularly in scenarios where nonlinearity,
nonnormality, and tied ranks are prevalent. Since in water quality assessment, there exists a nonlinear nature where
the data keep on fluctuating in terms of time constraint, the Kendall rank correlation suits as a feature for the dataset
considered for analysis. The third stage in the proposed feature extraction process is to compute a categorical value as
a feature. We adopted a categorical encoding method to compute the feature. The feature named ‘Estimation Level’ is
computed through the categorical encoding method. Categorical encoding is the method of converting the categorical
variables into a numerical representation for better analysis (Cerda ef al. 2018). This process begins with the assumption
C be a categorical variable with m unique categories. The encoded representation is a vector V; which can be framed
through Equation (2).

mo J1 ifj=i
vilil = {0 otherwise @

Using the categorical encoding, the estimation levels have been framed into three categories, namely Excellent, Good, and
Poor. Categorical encoding offers several advantages as a feature extraction model. Firstly, it allows for the representation of
categorical data in a format that can be understood and utilized by machine learning algorithms, enabling the inclusion of
categorical variables in predictive models. Secondly, categorical encoding techniques such as one-hot encoding and ordinal
encoding preserve the inherent information and relationships within categorical variables, ensuring that important distinc-
tions between categories are retained during feature extraction. The proposed triple-stage feature extraction algorithm is
given below.
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Algorithm 1: Triple Stage Feature Extraction

Input Water quality samples i, iy, i3 . .. .. iy, feature collections fi, f2, f5..... fx
Output An extended feature set with problem-related features
Begin
Step 1: For every attribute f; in feature matrix f
Step 2: Perform combinational analysis f(x)
Step 3: Calculate the dissimilarity using Equation (1)
Step 4: For the individual parameters i and j.
Step 5: Calculate the Euclidean distance ||x; — x;||
Step 6: Update the feature vector with MDS = min(X) Y (D — ||x; — x,-H)2
i<j
Step 7: Calculate the correlation between all i and j
Step 8: if i and j are non-parametric
Step 9: 2 sign((x; — x;)-0vi — ¥5)
Calculate 7= -~ and add to feature vector
(2.1p)
nn-1)
Step 10: Perform categorical encoding using V; and V;
Step 11: End if
Step 12: End for
Step 13: Repeat steps 2 to 10 to increase the size of the feature vector
Step 14: Return the feature vector
End

Additionally, categorical encoding facilitates the incorporation of domain knowledge and prior information about the cat-
egorical variables into the feature space, enhancing the interpretability and explainability of the resulting models.
Furthermore, categorical encoding can effectively handle nominal and ordinal categorical variables, accommodating a
wide range of categorical data types commonly encountered in real-world datasets. The proposed feature handling mechan-
ism not only initiates the computation of problem-related features but a filtering with respect to the missing values is also
taken care of during the preprocessing stage. In the preprocessing stage, the proposed mechanism eradicates the missing
values by having a threshold value of 0.5 which was 5% per variable in the set. Once the categorical features are computed
the size of the feature vector has 13 features and 3,277 instances.

3.4. Probabilistic gradient boost model for multiclass classification

The feature vector obtained after triple-stage feature extraction was used for the analyzing the performance of the proposed
classification model. The original dataset had the potable feature which had a balanced data distribution whereas the com-
puted categorical feature had four different classes and there was an imbalance in the dataset. To balance the feature vector,
the synthetic minority oversampling technique (SMOTE) was used. SMOTE stands as a prominent algorithm in imbalanced
learning, tailored specifically to counter the challenge of class imbalance in datasets. Its core function lies in generating syn-
thetic samples for the minority class, thus achieving a balanced class distribution. Initially, SMOTE identifies minority class
instances that closely align in the feature space, creating synthetic instances along the line segments connecting these
instances. This method entails randomly selecting a minority class instance and one of its nearest neighbors, thereafter gen-
erating a synthetic sample along the joining line segment. This approach effectively augments the minority class size,
mitigating the class imbalance issue. Nonetheless, it’s noteworthy that SMOTE may introduce noise into the dataset, particu-
larly in cases where the minority class heavily overlaps with the majority class. In response, variants like Borderline-SMOTE
and ADASYN have emerged, refining SMOTE’s performance by targeting borderline instances or adapting the synthetic
sample generation process based on local class distribution. Overall, SMOTE emerges as a potent tool for tackling class
imbalance, elevating the efficacy of machine learning models in imbalanced datasets. The SMOTE analysis created a
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balanced dataset with 655 normal samples, 655 samples belonging to classes 1 to 3, and 657 samples from class 4 where the
earlier sample sets had only 167 samples belonging to the normal state. The construction of the proposed model begins with
training the model using the gradient boost machines (GBM). Gradient boosting is a machine learning technique that builds
an ensemble of weak learners, typically decision trees, sequentially, with each tree learning to correct the errors of the pre-
vious ones. Let (x;, y;) represent the ith training example, where x; is the feature vector and y; is the corresponding target
variable. The objective function assigned by the GBM model can be denoted using the following equation.

N M
Obj = > L, Fx:) + > Qfm) ©)
p m=1

The above equation represents the objective function, which combines the loss function and a regularization term Q(f,,) to
prevent overfitting. GBMs have revolutionized machine learning by offering a potent ensemble learning technique ideal for
diverse predictive modeling tasks. GBMs construct highly accurate predictive models by sequentially combining numerous
weak learners, predominantly decision trees, to mitigate individual model limitations and enhance predictive performance.
Their prowess extends to handling intricate, nonlinear data relationships, rendering them invaluable for regression, classifi-
cation, and ranking tasks. GBMs demonstrate remarkable flexibility, adeptly adapting to diverse data types and
accommodating various feature representations, thus finding extensive application across real-world scenarios. Additionally,
GBMs ensure robustness against overfitting through the integration of regularization techniques and adaptive learning rates,
facilitating effective generalization to unseen data. Notably, GBMs offer interpretability, furnishing insights into feature
importance and model behavior, thereby aiding comprehension of underlying data patterns. With the evolution of implemen-
tation frameworks like XGBoost, LightGBM, and CatBoost, GBMs have become indispensable tools for data scientists,
propelling innovations in predictive modeling, recommendation systems, anomaly detection, and beyond. Ultimately,
GBMs’ capacity to deliver superior predictive accuracy, flexibility, robustness, interpretability, and scalability solidifies
their status as fundamental assets in the machine learning arsenal, proficiently addressing an extensive array of challenges.
The trained GBM model was executed as a single-phase decision tree model and the initial validation is done. Once the
results of single DT are analyzed an ensemble of DT, i.e. random forest model, is chosen for executing the GBM algorithm
for all the sets available in the feature vector. Once the random outcomes are obtained, the majority voting is performed by
the probabilistic Kullback-Libeler Divergence model. The significance of Kullback-Leibler (KL) divergence in multiclass
classification lies in its ability to quantify the difference between probability distributions, thereby aiding in model assessment,
feature selection, and optimization. In multiclass classification, where the goal is to predict the class label or probability dis-
tribution for each sample, KL divergence serves as a crucial measure for evaluating the dissimilarity between the predicted
and true class distributions. By comparing the predicted probabilities with the actual class distribution, KL divergence pro-
vides insights into the model’s performance, highlighting areas where the predictions deviate from the ground truth.
Moreover, KL divergence can be leveraged for feature selection, helping identify informative features that contribute signifi-
cantly to the predictive performance of the model. Additionally, KL divergence plays a vital role in optimization tasks, guiding
the fine-tuning of model parameters to minimize the discrepancy between predicted and actual class distributions, thereby
enhancing classification accuracy. Overall, KL divergence serves as a valuable tool in multiclass classification, facilitating
model evaluation, feature selection, and optimization, ultimately leading to improved classification performance and robust-
ness in real-world applications. The proposed PBGM model begins with the training using the traditional GBM model and the
objective assignment is done with multiple classes as the problem deals with multiclass classification. As a probabilistic
model, the outcomes of the GBM were analyzed for the divergence, and the predictive analysis was made which is unique
when compared to the existing models.

4. RESULTS AND DISCUSSION

To analyze the working of the existing and proposed multiclass classification model we used the preprocessed water quality
management dataset that consists of 13 features and 3,277 samples. Accuracy conveys the true prediction from the overall
prediction that is done by the model. Precision is used to calculate the predictions that are made rightly by the model whereas
recall is used to measure the percentage of data points that are related to the model that have been accurately identified. The
F1 score is used to calculate the harmonic mean from both precision and recall to analyze the performance of the
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classification model. The LGM model is a traditional model that is used for classification and prediction problems. In our
research, the GBM model is used for training the model where it has produced an accuracy of 83.26% whereas the model
has achieved a precision of 87%, recall of 85.57%, and f1 score was measured as 86.31%, respectively. The most important
aspect of this classification could be the splitting between the multiple classes for prediction. As per the classification made by
the model, 218 samples are in the Excellent category, 229 samples belong to Good category, and 233 samples belong to Poor
category of water quality level observed from the feature vector. The initial training from the samples to the model has given a
significant performance where there is a need for improvement in terms of accuracy. One more aspect of the analysis is to
validate whether the model is prone to overfitting. To perform a better analysis, another linear model LGBM was executed
for the feature vector which improved the accuracy of the model to 90.21%, the precision of the model reached 93.12%, the
recall was 91.52%, and the f1 score was measured as 95.61%. The confusion matrix obtained by the prediction model is given
in Figure 3 which shows the split between the three major classes used for classification. This improvement in performance
has led to an analysis using an ensemble classification before which there must be some improvement in the training phase
that has to be carried out using the boosting model. The XGBoost algorithm was finally implemented as the individual model
for prediction from the obtained feature vector. This model has produced an accuracy of 95.62%, precision of 93.14%, recall
of 92.71%, and the f1 score was measured as 93.92%. This model has a split between three major classes in water quality
assessment data with 216 samples in the Excellent category, 229 samples in the Good category, and 230 samples reported
in the Poor category. The training done using the existing models improved the overall performance of the multiclass classi-
fication concerning three different classes. The model training, testing, and validation with remaining samples is most
essential for the analysis where the training dataset has 2,597 samples, and the remaining 680 samples are used for validation
and testing. The existing and the proposed algorithms were executed using Python version 3.12.1 with the system specifica-
tion of Intel(R) Core(TM) i7-8565U CPU; 12 GB RAM; Windows 10.

The overall performance of the water quality assessment was improved by constructing the proposed probabilistic gradient
boost model (PGBM). This model had done the ensemble of LGBM classifier for model training whereas, in the testing and
validation phase, the XGBoost along with probabilistic KLD method was adopted for the testing and validation of the

Confusion Matrix ( LGBM )

True labels

1

0 1 2
Predicted labels

Figure 3 | Confusion matrix for LGBM prediction model.
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proposed model. The prediction obtained through the proposed PGBM model has recorded the highest accuracy and pre-
cision of 98%, whereas the recall and f1 score of the proposed model recorded 99% which was the highest performance
metrics that are achieved by any of the existing models that are used for multiclass classification of water quality level assess-
ment so far. The confusion matrix obtained by the proposed PGBM model is shown in Figure 4, which accommodated two
more testing samples in the low-level samples when compared to the traditional LGBM classifier.

From Figure 4, it is evitable that the class discrimination during the testing and validation phase of the proposed PGBM
model is different when compared to the confusion matrix of the traditional LGBM prediction model. The comparison of
the proposed PGBM model with the existing models that are used in recent research in water quality assessment [8,9] was
also performed in terms of accuracy, specificity, and sensitivity. The comparison results are given in Table 1, which precisely
conveys the models that are used in water quality assessment so far.

Confusion Matrix

True labels

0 1 2
Predicted labels

Figure 4 | Confusion matrix for the proposed PGBM classification model.

Table 1 | Performance metrics of the proposed and existing models

Methods Accuracy (%) Sensitivity (%) Specificity (%)
XGBoost 73.5 66.0 76.9
AdaBoost 74.4 64.0 76.9

SVM 75.5 60.9 79.0

K-NN 75.9 45.7 83.1

DT 78.3 80.3 79.5

LGBM 90.21 89.03 91.54
PGBM (proposed) 98 98 96
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So far in the water quality assessment, six different models have been adopted and their performance was measured.
XGBoost, AdaBoost, SVM, K-NN, DT, and LGBM have been implemented for the analysis of water quality assessment
where LGBM has provided the highest performance in terms of accuracy of 90.21%, sensitivity of 89.03%, and specificity
of 91.54%, respectively. Even though this has the highest performance, still 90.21% accuracy is not a considerable perform-
ance metric for quality assessment which in turn could be difficult for real-world implementation. The computation of three

Accuracy (%) Sensitivity (%) Specificity (%)
Methods
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Figure 5 | Graphical representation of the proposed and existing models.
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Figure 6 | 3D representation of similarity correlation among the features.
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major features and incorporating it with the existing feature vector provided a performance improvement when it was
implemented with the LGBM prediction model. LGBM was improved by 10.5% in accuracy, a sensitivity of 7.4%, and a speci-
ficity of 8.1% when compared to its earlier implementation without three computed features. Furthermore, performance
improvement is ensured by the proposed probabilistic ensemble linear model (PGBM) prediction. The graphical represen-
tation of the proposed and existing models is given in Figure 5.

This model has achieved a remarkable accuracy of 98% due to the probabilistic voting mechanism by Kullback Libeler
Divergence Method where the change in distribution between two divergences has led to an accurate classification. The
model also achieved 98% sensitivity and 96% specificity. The major factor for performance improvement is due to the feature
computation and correlation between the available features.

Figure 6 denotes the representation of available features along with their correlation for analyzing the obtained data. Three
major features solids in the water, pH level of the water, and the hardness of the water are considered for combinatory analy-
sis to calculate their impact in deriving the target vector. It can be noted that wherever the solids and hardness of the water
are high the pH level of the water gets lower. Thus the proposed model is the highest-performance prediction model for water
quality assessment with the proposed feature computation and extraction strategies.

5. CONCLUSION

Estimating the water quality levels by inducing three major features and initializing three major levels was the major focus of
the article. We proposed an IoT framework to perform efficient data collection. The water quality assessment done so far
analyzed the environmental aspects of the features whereas the proposed models calculated the statistical relationship
between the features and the new set of features are computed using the proposed triple-stage feature computation mechan-
ism. A multiclass classification model was proposed to classify the available samples into several classes that are extracted in
the feature computation stage. We proposed a PGBM which outperformed all the other existing models in terms of accuracy,
specificity, and sensitivity. Time series-based feature extraction and the implementation of deep learning models for water
quality assessment levels in global level data will be our future research direction.
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