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Abstract

This study employs a Linear Regression-based stacking ensemble learning approach as a novel method to enhance biodiesel
conversion efficiency. Initially, a dataset derived from the literature was used to train an ensemble model that combines
predictions from Random Forest, XGBoost, and Deep Neural Network (DNN) through a Linear Regression-based fusion
approach. This model outperformed individual models (Random Forest: — 0.16, XGBoost: — 0.67, and DNN: 0.36) by
achieving an R? score of 0.45. To further improve model performance, 4900 synthetic data samples were generated and
integrated into the dataset. Leveraging the stacking ensemble learning approach with this expanded dataset, the model
demonstrated a significant improvement in predictive accuracy, achieving an R? score of 0.81. This corresponds to an
approximate 4% increase in performance compared to individual models (Random Forest: 0.78, XGBoost: 0.78, and DNN:
0.77), highlighting the effectiveness of ensemble learning in optimizing biodiesel conversion efficiency. Additionally, the
model exhibited high accuracy with low error rates (MAE: 1.16 and MAPE: 1.24%), effectively compensating for the
weaknesses of individual models and providing more stable and generalized predictions. To the best of our knowledge, this
is the first study to incorporate a Linear Regression-based stacking method to enhance biodiesel conversion efficiency. These
findings underscore the potential of ensemble learning techniques and synthetic data integration in improving renewable
fuel efficiency. Future research can further enhance model performance by incorporating larger datasets and exploring more
advanced ensemble strategies.

Keywords Biodiesel conversion - Stacking ensemble - Linear regression - Synthetic data - Machine learning

1 Introduction

Alternative fuels have gained importance due to depleting
fossil fuel sources and environmental concerns [1]. These
fuels, including hydrogen, LPG, CNG, biodiesel, and syn-
thetic fuels, offer potential solutions for various applications
such as internal combustion engines, aviation, and power
generation [2—4]. The development of alternative fuels has
been influenced by public policies and economic factors [5].
However, challenges remain in terms of production, infras-
tructure, and technological readiness [4]. The selection of
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optimal alternative fuels requires consideration of multiple
criteria, including environmental impact, energy efficiency,
and economic factors [6]. Ongoing research focuses on char-
acterizing and improving the performance of these fuels to
support the transition to cleaner energy systems [7].
Biodiesel is a renewable fuel produced from vegetable
oils, animal fats, or recycled cooking oils through trans-
esterification [8, 9]. It can be used pure or blended with
conventional diesel in unmodified engines [10]. Biodiesel
offers several advantages, including improved lubricity,
higher cetane number, and reduced emissions of particulate
matter, carbon monoxide, and unburned hydrocarbons [8]. It
is biodegradable, non-toxic, and environmentally beneficial
[11, 12]. The use of biodiesel can enhance energy security,
reduce greenhouse gas emissions, and provide socioeco-
nomic benefits to rural areas [9, 13]. However, challenges
such as feedstock competition with food crops and land-use
changes need to be addressed [ 14]. Ongoing research focuses
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on improving production processes, exploring alternative
feedstocks, and optimizing engine performance to further
enhance biodiesel’s potential as a sustainable fuel alternative
[12, 14]. There is a need for optimization in biodiesel pro-
duction to achieve the highest conversion yield at the lowest
cost and in the shortest possible time.

Recent studies have explored the application of machine
learning (ML) techniques to optimize biodiesel production
processes. Various ML algorithms, including random for-
est, AdaBoost, and gradient boosting, have demonstrated
high accuracy in predicting biodiesel yield and quality
[15-17]. These models consider multiple input variables
such as reaction time, temperature, catalyst concentration,
and methanol-to-oil ratio [18, 19]. Ensemble learning meth-
ods, particularly boosting algorithms, have shown superior
performance in modeling biodiesel production, with some
studies reporting yields of up to 98% [20, 21]. ML approaches
have been applied to various aspects of biodiesel production,
including process optimization, quality estimation, and real-
time monitoring [22]. These techniques offer advantages in
handling complex, nonlinear relationships between process
parameters and outcomes, potentially reducing the need for
extensive physical experiments [15, 16].

Recent studies have explored machine learning
approaches to optimize biodiesel and biogas produc-
tion. Ensemble methods, particularly stacking and boosting,
have shown promising results in predicting and maximizing
yields [23] developed a stacking ensemble model integrating
LightGBM, CatBoost, and evolutionary strategies to accu-
rately predict biogas yield. For biodiesel production, Ahmad
et al. combined boosting with polynomial chaos expansion to
predict product composition and quantity while accounting
for process uncertainties [24]. Almohana et al. compared
three boosted ensemble models (Huber Regression, Deci-
sion Trees, and Gaussian Process) for optimizing biodiesel
production from waste cooking oil, with the boosted Gaus-
sian Process model achieving the highest accuracy [25].
Similarly, Lu and Zhang evaluated AdaBoost Regression
Tree, Extra Trees, and Gradient Boosting Regression Tree
for predicting biodiesel yield from palm oil, with Gra-
dient Boosting Regression Tree demonstrating superior
performance [21]. These studies highlight the effectiveness
of ensemble learning techniques in improving prediction
accuracy and optimizing biofuel production processes.

In the field of biodiesel production optimization, existing
literature largely relies on traditional methods that require
extensive physical experimentation and manual optimization
of processes. While machine learning-based optimization
studies exist, they primarily focus on individual models, often
overlooking the potential improvements offered by combin-
ing these models into ensemble approaches.

This study addresses this gap by employing the Voting
Ensemble method to integrate the strengths of individual
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models, resulting in more balanced, reliable, and inter-
pretable predictions. The main contributions of this approach
in filling the research gap are as follows:

1. Mitigating Individual Model Limitations: Individual
models often excel under specific conditions but may
underperform in others. Ensemble Model based on Lin-
ear Regression reduces these inconsistencies by combin-
ing the strengths of different models, creating a more
robust predictive framework.

2. Improved Overall Performance: The Ensemble Model
based on Linear Regression method in this study
increased the average R? score of individual models
by 7.35%, demonstrating superior accuracy and inter-
pretability. This highlights the effectiveness of ensemble
methods as a tool for biodiesel production optimization.

3. Enhancing Efficiency: The high accuracy achieved by
the Ensemble Model based on Linear Regression method
reduces the need for extensive physical experiments,
enabling faster and more cost-effective optimization of
production processes.

4. Effective Use of Augmented Data: The dataset
expanded through Generative Adversarial Networks
(GAN) allowed the Ensemble Model based on Lin-
ear Regression method to better capture complex and
multidimensional relationships, further improving its
predictive capabilities.

In conclusion, the Ensemble Model based on Linear
Regression method emerges as a solution to the shortcomings
of individual models and a powerful approach for optimiz-
ing biodiesel production processes. By demonstrating the
applicability and advantages of ensemble methods, this study
provides a foundation for future research and wider adoption
of advanced machine learning techniques in biodiesel pro-
duction.

1.1 Literature Review

The production of biodiesel from various oils is influenced
by several key factors. Methanol-to-oil molar ratio signif-
icantly affects biodiesel yield, with optimal ratios ranging
from 3:1 to 16:1 [26, 27]. Catalyst type and concentration
play crucial roles, with both homogeneous (NaOH, KOH)
and heterogeneous catalysts being effective [28]. Reaction
temperature typically ranges from 55 to 65 °C, while optimal
reaction times vary from 2 to 2.5 h [26, 29, 30]. Stirring speed
also impacts biodiesel yield, with speeds ranging from 250
to 700 rpm [29]. Ultrasonic cavitation has shown faster reac-
tion rates compared to mechanical stirring [30]. These factors
collectively influence biodiesel yield, which can reach up to
98% under optimized conditions [26]. The resulting biodiesel
often meets international standards for fuel quality [31, 32].
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Fig. 1 Network visualization of key research topics related to biodiesel

In conclusion, achieving the highest conversion yield in
biodiesel production depends on numerous factors. Hundreds
of experiments may be required to achieve the highest yield
using classical methods. By combining machine learning
models with voting ensemble learning models, it is aimed
to minimize this number. Figure 1 shows a network visual-
ization of the main research topics related to biodiesel.

Figure 1 shows the network visualization of key research
topics related to biodiesel production. The interconnected
clusters highlight the multidisciplinary nature of the field,
with significant associations to machine learning, optimiza-
tion, and modeling processes. Concepts such as artificial
neural networks, ensemble learning, and boosted regression
trees are prominent in the context of machine learning appli-
cations. Additionally, terms such as biogas, climate change,
and public transportation emphasize the broader environ-
mental and practical implications of biodiesel research. This
network analysis demonstrates the integration of advanced
computational methods and sustainability concerns, reflect-
ing the evolving trends and priorities in biodiesel stud-
ies.

For this study, 250 articles published in Elsevier in 2024
were reviewed. Only publications that produced biodiesel
using the transesterification method were selected. From
these, 100 articles were chosen where the data on the type of
oil used, type and amount of catalyst, methanol-to-oil molar
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ratio, reaction temperature, reaction time, and conversion
yield were complete. The dataset for this study consists of
these 72 selected articles. The articles used as the dataset in
the study are presented in Table 1.

2 Methodology

This study presents an integrated approach combining data
augmentation and machine learning methods to optimize
biodiesel production processes and analyze the relationship
between conversion efficiency and production parameters.
The methodology involves the use of Generative Adversar-
ial Network (GAN)-based data augmentation and Ensemble
Model based on Linear Regression method. GAN increases
data diversity by generating synthetic data for limited and
small datasets, while Ensemble Model based on Linear
Regression method aims to achieve more balanced and accu-
rate predictions by combining the strengths of different
models. Within the scope of the study, important parameters
used in biodiesel production processes (e.g., methanol-to-oil
molar ratio, catalyst ratio, reaction time, and reaction tem-
perature) and conversion efficiency as a target variable are
considered. The detailed analysis of these processes and the
preparation of the dataset used formed the basis for training

@ Springer
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Table 2 Description and hyperparameters of the regression models used

Model

Description

Hyperparameters

Random forest
regressor (RF)

XGBoost regressor
(XGB)

Deep neural

Regression
performed using a
random forest
algorithm

Regression
performed using
an XGBoost
model

Deep neural

n_estimators: 100,
random_state: 42

n_estimators: 100,
random_state: 42

Dense(64, relu)

network (DNN) network model BatchNormalization
with multiple Dropout(0.2)
layers Dense(32, relu)
Dense(1)

Ensemble model
(Linear
regression)

Linear regression
model combining
RF, XGB, and
DNN predictions

No hyperparameters,
standard linear
regression used

and evaluating the model. The description and hyperparam-
eters of the regression models used are given in Table 2.

2.1 Data Augmentation Process

The GAN (Generative Adversarial Network) model is based
on a competitive learning process between its two core com-
ponents: the generator and the discriminator. The process
begins with the generation of random input vectors in the
Latent Space (Random Noise). These random inputs are
processed by the generator to produce Generated Data (Syn-
thetic Samples), which are fake data instances. The generator
strives to create synthetic data that share the same statistical
properties as real data.

The GAN (Generative Adversarial Network)-based data
augmentation process is realized by integrating synthetic
data samples generated with random input with real data. As
shown in Fig. 2, the feedback loop between the generator and
the discriminator in this process increased the similarity of
the synthetic data to the real data, and an augmented dataset
was created by integrating these data. This augmented dataset
was used to train and evaluate machine learning models to
improve model performance.

The generated synthetic data are then evaluated by the dis-
criminator alongside real data. The discriminator’s task is to
distinguish whether the input data are real data or synthetic
data produced by the generator. Feedback from the discrim-
inator is sent back to the generator, enabling it to improve
and produce more realistic synthetic data. This iterative opti-
mization process continues between the generator and the
discriminator.

As shown in Fig. 3, the architectures of the generator
and discriminative networks of the GAN model are detailed.

The generator network is designed using dense layers start-
ing with an input layer and including LeakyReL U activation
functions to generate synthetic samples from random inputs.
The discriminator network has a similar dense layer structure
to distinguish between synthetic and real data. In addition, the
model is optimized with an integration network that includes
a two-layer sequential structure. This architecture is orga-
nized in such a way that data generation and discrimination
are performed efficiently.

The synthetic data produced by the GAN and the real
data are combined in the Data Integration + Model Training
step. This combination results in an augmented and enriched
dataset. The enhanced dataset is then used for training and
evaluating machine learning models. Finally, in the Enhanced
Dataset + Model Evaluation step, the improved dataset and
analysis outcomes are obtained.

This process is particularly effective in scenarios with
small and limited datasets, as it helps expand the dataset and
improve model performance. The synthetic data generated
by the GAN increases data diversity by closely resembling
real data, thereby enhancing the generalization capacity of
the model.

2.2 Data Preparation

The GAN-augmented dataset included biodiesel production
parameters (methanol_ratio, catalyst_ratio, reaction_time,
and reaction_temperature) and the target variable conver-
sion_efficiency. Missing values were imputed with column-
wise means, and the entire dataset was normalized to the
[0, 1] range using MinMaxScaler. The dataset was randomly
split into training (80%) and testing (20%) subsets. As shown
in Fig. 4, the correlation matrix reveals the relationships
between the parameters in the biodiesel production process.

Figure 5a shows a multimodal distribution of the
methanol/oil molar ratio, with peaks at 6 and 16, indicating
that these are commonly used ratios. Figure 5b highlights
the proportion of catalysts, with frequent values at 1, 3,
and 4, while higher ratios are less common. Figure Sc
depicts response times, showing a right-skewed distribu-
tion with a peak at 180, concentrated between 60 and 180.
Figure 5d illustrates reaction temperatures, with a bimodal
structure peaking between 60 and 65 and declining toward 70.
Figure 5e shows conversion efficiency, with a peak around 96
and concentration between 88 and 100, suggesting high over-
all efficiency. The box plot for the methanol/oil molar ratio
confirms a balanced distribution, with most data between
8 and 14, a median of 11, and no outliers. These distri-
butions highlight key patterns and preferences in biodiesel
production processes. In particular, the positive correlation
between methanol/oil molar ratio and reaction tempera-
ture (46%) indicates that controlling the methanol ratio can
positively affect the reaction temperature. Furthermore, the

@ Springer
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andom Noigse Input
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Generated Synthetic Data

Real Data(Onginal Dataset) Generated Data(Synthetic Samples) Feedback Loop
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Fig.2 GAN (Generative Adversarial Network)-based data augmentation process

dense_mput | iput: | [(None, 100)] dense_3_mput | mput: | [(None, 5)]
InputLayer | output: | [(None, 100)] InputLayer output: | [(None, 5)]
4
dense | mput: | (None, 100) dense 3 | mput: (None, 5)
Dense | oufput: | (None, 128) Dense | output: | (None, 256)
leaky_re_Iu | input: | (None. 128) leaky re Iu 2 | mput: | (None, 256)
LealyReLU | output: | (None, 128) LeakyReLU | output: | (None, 256)
dense 1 | input: | (None. 128) dense 4 | mput: | (None, 256) sequential_mput | mput: | [(None, 100)]
Dense | output: | (None. 256) Dense | output: | (None, 128) InputLayer output: | [(None, 100)]
leaky re n_1 | input: | (None. 256) leaky_re_Iu_3 | mput: | (None, 128) sequential | mput: | (None, 100)
LeakyReLU | output: | (None, 256) LeakyReLU | outpuf: | (None, 128) Sequential | output: [ (None, 5)
dense 2 | iput: | (None, 256) dense_5 | input: | (None, 128) sequential 1 | mput: | (None, 5)
Dense | output: (None, 5) Dense | output: (None, 1) Sequential | output: | (None, 1)

(a) (b) (c)

Fig.3 Generative Adversarial Network (GAN) architecture. a The generator network. b The discriminator network. ¢ The combined model
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Correlation Matrix

ratio methanol_oil_molar_ratio

reaction_time catalyst

yreaction_temperature

conversion_efficienc

catalyst_ratio -
reaction_time -

methanol_oil_molar_ratio -

1.0

- 0.8

- 0.6

-04

-0.2

- 0.0

perature -
y

conversion_efficienc

reaction_tem

Fig. 4 Correlation matrix showing the relationships between parameters in the biodiesel production process

relationships between catalyst ratio and conversion efficiency
provide opportunities for optimization at various stages of
the process. These findings suggest that effective manage-
ment of independent variables in biodiesel production can
improve process efficiency. Figure 6 shows the main param-
eters of biodiesel production in the form of histograms and
box plots.

The box plots in Fig. 6a—e provide a summary of key
parameters in biodiesel production. Figure 6a shows the dis-
tribution of the methanol/oil molar ratio, where most data
fall between 8 and 14, with a median of 11 and no outliers.
Figure 6b illustrates the catalyst ratio, where values are con-
centrated between 1 and 4, with a median of 3 and limits at O

and 7, showing no outliers. In Fig. 6¢c, the reaction time dis-
tribution indicates most data are between 100 and 160, with
amedian of 120 and boundaries at 60 and 180, again with no
outliers.

Figure 6d highlights the reaction temperature, concen-
trated between 60 and 70 with a median of 65, though one
outlier exists below the lower boundary of 55. Finally, Fig. 6e
shows the conversion efficiency, where values are tightly
clustered between 92 and 98, with a median of 96 and no
outliers observed. Overall, the box plots demonstrate that the
data for key parameters are generally well-distributed, with
minimal outliers, providing a clear representation of trends
in biodiesel production.
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Fig.5 Histograms with density curves showing the distribution of key parameters in biodiesel production

2.3 Machine Learning Models and Hyperparameter
Optimization

Several machine learning models were utilized to predict
conversion efficiency, with a focus on optimizing perfor-
mance through hyperparameter tuning. The Random Forest
Regressor was implemented with 100 estimators and a

> 9 Springer

fixed random state to ensure reproducibility while main-
taining model stability. Similarly, the XGBoost Regressor
was applied with 100 estimators and a fixed random state
to enhance predictive performance through boosted decision
trees. The Deep Neural Network model was structured with
multiple layers, including dense layers with ReL.U activation,
batch normalization, and dropout regularization to prevent
overfitting. To improve predictive accuracy, hyperparameter
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tuning was conducted to identify the most effective parameter
configurations for each model.

2.4 Ensemble Model: Linear Regressor
In this study, three different regression models were uti-

lized to analyze the dataset and predict the target variable.
The models included Random Forest Regressor, XGBoost

(e)

Regressor, Deep Neural Network, and an Ensemble Model
based on Linear Regression. The Random Forest and
XGBoost models were implemented with 100 estimators,
and a fixed random state was applied to ensure reproducibil-
ity. The Deep Neural Network model was structured with
multiple layers, including a 64-unit dense layer with ReLU
activation, batch normalization, dropout regularization, a 32-
unit dense layer with ReL.U activation, and a final output
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Fig.7 Constraint handling flowchart for biodiesel model

layer. To enhance predictive performance, an ensemble learn-
ing approach was adopted by integrating the predictions of
all models through a standard linear regression model. This
strategy was designed to leverage the advantages of indi-
vidual models while reducing their limitations, leading to
improved overall prediction accuracy.

To ensure that the biodiesel model adheres to predefined
constraints, a structured constraint handling approach was
implemented. As illustrated in Fig. 7, the process begins with
data collection and data preprocessing, ensuring that raw
data is appropriately formatted and cleaned. Subsequently,
a constraint check is conducted to verify whether the data
and model outputs comply with the predefined feasibility
criteria. Following constraint verification, base models are
trained and further optimized through a stacking ensemble
model to enhance predictive performance. The performance
evaluation step assesses the model’s accuracy and robust-
ness, ensuring compliance with technical and environmental
constraints. Finally, the results are interpreted to derive mean-
ingful insights. This systematic approach improves model

Springer

reliability and ensures that constraint violations are effec-
tively managed.

In this study, a Stacking Ensemble Learning approach
was employed to enhance predictive accuracy by combin-
ing multiple machine learning models. The base learners
consisted of Random Forest Regressor, XGBoost Regres-
sor, and Deep Neural Network, each trained on the dataset
to generate independent predictions. These diverse models
were selected to leverage their unique strengths—tree-based
models for capturing nonlinear relationships and deep learn-
ing for feature extraction. To aggregate the outputs from the
base learners, a meta-learning approach was implemented
using Linear Regression as the meta-learner. The predictions
generated by the base models were used as inputs to the
meta-model, which learned to optimize their combination to
produce the final prediction. This methodology aligns with
the Stacking Ensemble Learning framework, where multiple
heterogeneous models contribute to improving overall pre-
dictive performance by reducing individual model biases and
variances.

Unlike Bagging, which trains multiple instances of the
same algorithm on different subsets of the data, or Boost-
ing, which iteratively improves weak learners by assigning
higher weights to misclassified instances, Stacking focuses
on learning an optimal combination of diverse model outputs
through a higher-level learner. By utilizing Linear Regression
as the meta-learner, the ensemble model effectively combines
predictions in a weighted manner, allowing it to generalize
better than any single base learner. This approach ensures
that the model capitalizes on the complementary strengths of
individual algorithms while mitigating their respective weak-
nesses. Thus, the Stacking-based ensemble framework used
in this study offers an efficient and robust predictive modeling
strategy, integrating different machine learning paradigms to
enhance accuracy and generalization performance. The pro-
posed stacking ensemble model diagram is shown in Fig. 8.

2.5 Model Training and Evaluation

Each model was trained on the training set and evaluated
on the test set using multiple approaches to ensure robust
performance assessment. The primary evaluation metric was
the R? score, calculated as Eq. 1:

R 2izl 0 =)

n — (D
Z,‘:[(}’i - )7)2

where y; represents the actual values, y; represents the pre-
dicted values, and y is the mean of the actual target values.
The R? score provides a measure of how effectively the model
explains the variance in the target variable, with values closer
to 1 indicating stronger predictive capabilities. To further
analyze the prediction accuracy, scatter plots of actual versus
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predicted values were generated for each model, accompa-
nied by a reference line representing perfect predictions.
Additionally, the R? scores for all models were compared
and presented in a bar chart, offering a clear visual depiction
of performance differences. This comprehensive evaluation
approach, combining numerical metrics and visual tools,
allowed for an in-depth understanding of each model’s effec-
tiveness and reliability in predicting the target variable.

3 Results

This study highlights the successful integration of GAN-
based data augmentation and ensemble learning for ana-
lyzing and optimizing biodiesel production processes. The
proposed approach provides a robust framework for improv-
ing the prediction and optimization of conversion efficiency
in biodiesel production. To evaluate the effectiveness of the

4000
Epoch

(b)

4000 6000 8000 10000

Epoch

(c)

6000 8000 10000 2000

method, the performance of the Voting Ensemble Learning
model was compared against individual machine learning
models using the R? score as the evaluation metric. The
models included in the comparison were the Random Forest
Regressor, the XGBoost Regressor, Deep Neural Network,
and the Ensemble Model based on Linear Regression. This
comparative analysis demonstrated the superior performance
of the ensemble approach in leveraging the strengths of indi-
vidual models to achieve more accurate predictions. Figure 9
shows the loss curves during GAN training.

The data augmentation process using GAN significantly
enhanced the dataset, leading to improved performance of
the machine learning models. The Voting Regressor demon-
strated the best overall performance by effectively combining
the strengths of individual models. Among the individual
models, Random Forest, and Gradient Boosting emerged
as top performers, showcasing their robust predictive capa-
bilities. Additionally, Random Forest Regressor, XGBoost
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Fig. 10 Scatter plots of actual vs. predicted values for regression models a Random Forest predictions, b XGBoost predictions, ¢ Deep Neural

Network predictions, and d Ensemble Model predictions

Regressor, and Deep Neural Network provided reasonable
predictions, highlighting their utility and reliability in this
specific context. This demonstrates the effectiveness of both
ensemble methods and individual models in optimizing
biodiesel production processes.

Figure 9 shows in detail the loss during the training process
of Generative Adversarial Network (GAN) model. The dis-
criminative loss for real data fluctuated initially but stabilized
as the process progressed. Similarly, the discriminative loss
for the fake data fluctuated initially, then decreased signifi-
cantly and stabilized. Producer loss showed a high fluctuation
at the beginning of the training process but decreased and
stabilized over time. The slight increase in the producer loss
in the later stages of the training process indicates that the
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model is trying to produce more realistic data. Overall, the
graphs show that the GAN model is effectively trained by
successfully balancing between discriminant and producer.
Figure 10 presents the prediction performance of the Ran-
dom Forest Regressor, XGBoost Regressor, Deep Neural
Network, and Ensemble Model based on Linear Regression
by comparing their predicted values with actual values. All
models exhibit predictions that align closely with the true
values, particularly in higher target ranges. In Fig. 10a, the
Random Forest Regressor generally provides a strong predic-
tive performance, though some deviations from the reference
line are noticeable. Similarly, in Fig. 10b, the XGBoost
Regressor demonstrates a comparable level of accuracy, with
slightly reduced scatter in the predicted values. Figure 10c
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shows the Deep Neural Network model, which maintains
a reasonable alignment with the actual values but exhibits
slightly larger variations at lower prediction ranges. Finally,
in Fig. 10d, the Ensemble Model effectively integrates the
predictions of the three models, resulting in a more stable
and generalized output. These visualizations confirm that the
selected models are effective in predicting the target vari-
able, with ensemble learning demonstrating an advantage in
improving overall predictive performance.

To facilitate the comparison of model performance, Fig. 11
presents a bar chart visually depicting the R? scores of the
individual models and the ensemble model on the test dataset.
The Random Forest Regressor and XGBoost Regressor each
achieved an R? score of 0.78, while the Deep Neural Network
model obtained a slightly lower score of 0.77. The Ensem-
ble Model based on Linear Regression, which integrates
predictions from these models, demonstrated the highest per-
formance with an R? score of 0.81. By combining multiple
base models, the ensemble approach effectively leveraged
their strengths to enhance overall predictive accuracy. This
result highlights the advantage of ensemble learning tech-
niques in improving regression performance, making them a
valuable approach for predictive modeling tasks.

4 Discussion

In this study, a regression analysis was performed for the pre-
diction of conversion efficiency in the biodiesel production
process using the Ensemble Model based on Linear Regres-
sion. The performance of the model was analyzed using
various evaluation metrics. Figure 12 shows the evaluation
metrics for the Voting Regressor model.

As shown in Fig. 12, the Mean Absolute Error (MAE) was
calculated as 1.01, indicating that the Ensemble Model based
on Linear Regression provides predictions that closely align

3.0 4

2.5
2.19

2.01

148

Metric Value

0.54

0.0

MAE MSE RMSE

MAPE (%) R

Fig. 12 Evaluation metrics for the ensemble model based on linear
regression

with the actual values. The Mean Squared Error (MSE) was
measured at 2.19, reflecting the presence of some moderate
deviations. The Root Mean Squared Error (RMSE), recorded
as 1.48, offers an interpretable measure of error magnitude in
the units of the target variable, reinforcing the model’s predic-
tive reliability. Additionally, the Mean Absolute Percentage
Error (MAPE) was determined as 1.03%, highlighting the
model’s accuracy in percentage terms. The R? score of 0.81
further demonstrates the model’s strong explanatory power,
confirming its effectiveness in capturing the variability of the
target variable.

The results presented in the R? score comparison illus-
trate the effectiveness of the ensemble learning approach in
enhancing predictive accuracy. While individual models such
as Random Forest and XGBoost each achieved an R? score
of 0.78, and the Deep Neural Network (DNN) slightly lower
at 0.77, the Ensemble Model outperformed them all with an
R? score of 0.81. This improvement can be attributed to the
ensemble method’s ability to combine the strengths of dif-
ferent models while mitigating their individual weaknesses.
By aggregating the predictions of Random Forest, XGBoost,
and DNN, the ensemble approach capitalizes on the diverse
learning strategies of these models—leveraging the robust
feature selection of tree-based methods and the deep fea-
ture extraction of neural networks. As a result, the ensemble
model reduces variance and improves generalization, lead-
ing to a more accurate and stable predictive performance.
These findings highlight the advantage of ensemble learning
techniques in regression tasks, reinforcing their suitability
for complex prediction problems where individual models
may struggle to achieve optimal accuracy independently.

Based on the evaluation metrics presented in Figs. 11
and 12, the Ensemble Model based on Linear Regression
demonstrated superior predictive performance compared to
the individual models. The Mean Absolute Percentage Error
(MAPE) was found to be 1.03%, indicating a low devia-
tion from the actual values and highlighting the model’s high
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accuracy. The R? score of 0.81 suggests that the majority of
the variance in the target variable is well explained by the
model.

Additionally, the Ensemble Model based on Linear
Regression outperformed the individual models, including
the Random Forest, XGBoost, and Deep Neural Network.
While the R? scores for Random Forest and XGBoost were
0.78, and the Deep Neural Network achieved 0.77, the
Ensemble Model improved upon these results by achieving
the highest R? value of 0.81. This increase demonstrates the
effectiveness of combining multiple models to enhance pre-
dictive performance.

The rate of improvement achieved was calculated using
the following in Eq. 2.

Ensemle Model R? — Average Base Model R?
X

In contrast, when trained on the synthetic dataset, the per-
formance of all models becomes more uniform, as shown in
Fig. 13b. The MAE, MSE, and RMSE values for Random
Forest, XGBoost, DNN, and the ensemble model converge,
indicating that the models respond similarly to the synthetic
data distribution. Furthermore, the R? values exhibit higher
consistency across all models, suggesting that the synthetic
dataset lacks the same level of complexity or variability as
the original data. While this uniformity implies that the syn-
thetic dataset can serve as a reasonable approximation for
model evaluation, it also raises concerns regarding its ability
to fully capture the intricacies of real-world data.

The results indicate that while synthetic data can be
used for model validation and preliminary testing, it may

Improvement Rate(%) =

Average Base Model R?

100 @

Taking the average base model R? value as approximately
0.78, the improvement rate of the Ensemble Model based
on Linear Regression was found to be around 3.85%. This
result further supports the hypothesis that ensemble learning
enhances prediction accuracy by leveraging the strengths of
different models while mitigating their weaknesses.

In conclusion, the Ensemble Model based on Linear
Regression effectively improves predictive accuracy and gen-
eralization in estimating conversion efficiency. However,
further optimizations such as hyperparameter tuning, feature
selection, and the integration of additional variables could
enhance performance even further. Future studies may also
explore more complex ensemble techniques or deep learn-
ing architectures to further refine the prediction models for
biodiesel production processes. These findings contribute
to data-driven decision-making strategies for optimizing
biodiesel conversion efficiency and advancing sustainable
energy solutions.

The comparison of model performance between the orig-
inal and synthetic datasets, as illustrated in Fig. 13a and
b, provides valuable insights into the generalizability and
robustness of the applied machine learning models. In
the original dataset, the ensemble model demonstrates the
best overall performance across multiple evaluation metrics,
including Mean Absolute Error (MAE), Mean Squared Error
(MSE), Root Mean Squared Error (RMSE), and R2. Notably,
the XGBoost model exhibits the highest error values in the
original dataset, whereas the deep neural network (DNN)
and ensemble model achieve relatively lower error rates. The
ensemble model’s ability to integrate multiple predictions
effectively leads to improved accuracy and reduced error,
reinforcing its advantage in complex regression tasks.

S @ Springer

not always reflect the complexities and patterns present
in real-world datasets. The ensemble model continues to
exhibit slightly superior performance in both datasets, further
supporting the effectiveness of combining multiple models
for improved predictive accuracy. However, future studies
should explore techniques to enhance the representative-
ness of synthetic datasets to ensure that model evaluations
remain meaningful and applicable to real-world scenarios.
Additionally, advanced data augmentation methods or gen-
erative approaches, such as Generative Adversarial Networks
(GANS5), could be investigated to generate more realistic syn-
thetic datasets that better capture the statistical properties of
the original data.

Future studies can focus on improving model performance
by utilizing larger and more diverse datasets while optimiz-
ing hyperparameters. Additionally, the proposed ensemble
approach, which has been applied in this study for the
first time, can be further explored in high-accuracy predic-
tion tasks to enhance its effectiveness. Implementing this
methodology in different domains or refining it with more
complex architectures may lead to even greater improve-
ments in predictive accuracy. Moreover, the integration of
real-time prediction systems can contribute to the continuous
monitoring and optimization of the biodiesel production pro-
cess. Enhancing model interpretability through techniques
such as SHAP or LIME can provide deeper insights into
feature importance, facilitating more transparent decision-
making. Additionally, analyzing both the environmental and
economic impacts of biodiesel production using machine
learning-driven optimization approaches could offer a mul-
tidimensional perspective for process enhancement. These
recommendations not only contribute to academic research
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but also offer significant practical implications for indus-
trial applications, ensuring that machine learning-driven

models trained on the synthetic dataset

predictive models are continuously improved and effectively
applied in sustainable energy solutions.
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