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Abstract: The determination of mechanical properties plays a crucial role in utilizing composite
materials across multiple engineering disciplines. Recently, there has been substantial interest in
employing artificial intelligence, particularly machine learning and deep learning, to accurately
predict the mechanical properties of composite materials. This comprehensive review paper examines
the applications of artificial intelligence in forecasting the mechanical properties of different types
of composites. The review begins with an overview of artificial intelligence and then outlines the
process of predicting material properties. The primary focus of this review lies in exploring various
machine learning and deep learning techniques employed in predicting the mechanical properties of
composites. Furthermore, the review highlights the theoretical foundations, strengths, and weak-
nesses of each method used for predicting different mechanical properties of composites. Finally,
based on the findings, the review discusses key challenges and suggests future research directions in
the field of material properties prediction, offering valuable insights for further exploration. This
review is intended to serve as a significant reference for researchers engaging in future studies within
this domain.

Keywords: artificial intelligence; composite materials; deep learning; machine learning; mechanical
properties

1. Introduction

Material scientists and engineers continuously aim to improve their ability to under-
stand, predict, and enhance the desired properties in materials. These properties typically
encompass chemical, thermal, mechanical, electrical, optical, and magnetic aspects, as
depicted in Figure 1. Among these, accurately predicting the mechanical properties of
materials, including strength, stiffness, elasticity, plasticity, ductility, brittleness, toughness,
and hardness, holds significant importance for their application in various engineering
fields [1]. Traditionally, determining the mechanical properties of materials has relied on
laborious and expensive experimental tests such as tensile, compression, and impact testing.
However, conducting a series of experiments can be time consuming, costly due to the
required equipment, and prone to error arising from testing inaccuracies, machine issues,
or variations among manufacturers [2]. Recognizing these limitations, researchers and
professionals have increasingly turned to simulation-based approaches for predicting me-
chanical properties. In contrast to experimental measurements, numerical simulations offer
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advantages such as reduced material consumption and equipment requirements. However,
the reliability of the data generated from simulations may vary, and the calculations often
necessitate high-performance computing equipment.
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in the study of material properties. The fundamental concept behind using machine learn-
ing for the prediction of properties involves analyzing and determining the nonlinear re-
lationships between properties and their related factors based on existing information. 
Researchers have leveraged machine learning methods to predict various properties of 
diverse materials, including metals [3,4], polymers [5], ceramics [6], and composites [7]. 
Machine learning’s capacity to learn the intricate nonlinearities of material properties 
from training data has been instrumental in making these predictions. 

Machine learning has also been extensively utilized by researchers to explore the me-
chanical properties of composite materials with complex microstructures. The pioneering 
use of machine learning in predicting composite material properties dates back to 1995, 
when artificial neural networks were employed to forecast the mechanical behavior of 
metal matrix composites [8]. Building upon this early work, subsequent studies [8–10] 
utilized neural networks to predict various mechanical properties of composite materials. 

In another study, Vinoth and Datta [11] introduced an artificial neural-network-
based machine learning approach to predict the Young’s modulus and tensile strength of 
polyethylene nanocomposites based on the geometric parameters of nanometric filler. 
Furthermore, Daghigh et al. [12] employed decision trees and adaptive boosting machine 
learning methods to predict the fracture toughness of multi-scale bio-nanocomposites 
containing different particle fillers. Numerous studies have also demonstrated the supe-
rior performance of machine learning methods in predicting the mechanical properties of 
composites [13–17]. 

In recent times, there has been a growing prevalence of deep learning methods in the 
domain of material properties prediction. These methods have garnered attention due to 
their promising capabilities in extracting pertinent information from existing data and 
making accurate predictions of material properties. Gu et al. [18] employed linear and 
convolutional neural network models to forecast the toughness and strength of two-di-
mensional composites using images of their microstructure. This approach leveraged the 
power of deep learning to analyze the microstructural features and make predictions 
based on them. Stel’makh et al. [19] combined deep neural networks with ensemble re-
gression trees to predict the mechanical properties of highly functional lightweight fiber-
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The utilization of artificial intelligence (AI) methods for predicting material properties
has experienced significant growth in recent decades. This expansion can be attributed to
the increased availability of material data obtained from experimental measurements and
numerical simulations. As a result, AI techniques, particularly machine learning (ML), a
subfield of AI, have witnessed remarkable advancements and widespread application in the
study of material properties. The fundamental concept behind using machine learning for
the prediction of properties involves analyzing and determining the nonlinear relationships
between properties and their related factors based on existing information. Researchers
have leveraged machine learning methods to predict various properties of diverse materials,
including metals [3,4], polymers [5], ceramics [6], and composites [7]. Machine learning’s
capacity to learn the intricate nonlinearities of material properties from training data has
been instrumental in making these predictions.

Machine learning has also been extensively utilized by researchers to explore the me-
chanical properties of composite materials with complex microstructures. The pioneering
use of machine learning in predicting composite material properties dates back to 1995,
when artificial neural networks were employed to forecast the mechanical behavior of
metal matrix composites [8]. Building upon this early work, subsequent studies [8–10]
utilized neural networks to predict various mechanical properties of composite materials.

In another study, Vinoth and Datta [11] introduced an artificial neural-network-based
machine learning approach to predict the Young’s modulus and tensile strength of polyethy-
lene nanocomposites based on the geometric parameters of nanometric filler. Furthermore,
Daghigh et al. [12] employed decision trees and adaptive boosting machine learning meth-
ods to predict the fracture toughness of multi-scale bio-nanocomposites containing different
particle fillers. Numerous studies have also demonstrated the superior performance of
machine learning methods in predicting the mechanical properties of composites [13–17].

In recent times, there has been a growing prevalence of deep learning methods in
the domain of material properties prediction. These methods have garnered attention
due to their promising capabilities in extracting pertinent information from existing data
and making accurate predictions of material properties. Gu et al. [18] employed linear
and convolutional neural network models to forecast the toughness and strength of two-
dimensional composites using images of their microstructure. This approach leveraged the
power of deep learning to analyze the microstructural features and make predictions based
on them. Stel’makh et al. [19] combined deep neural networks with ensemble regression
trees to predict the mechanical properties of highly functional lightweight fiber-reinforced
concrete. This integration of deep learning with ensemble techniques allowed for more
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accurate predictions of the mechanical properties of the concrete material. These recent
studies exemplify the growing utilization of deep learning methods in the prediction of
material properties, showcasing their effectiveness in capturing complex relationships
within the data and providing valuable insights into material behavior.

Although the application of machine learning and deep learning methods for material
properties prediction has been reported several times in the literature, the establishment
and understanding of holistic insights in this field are nevertheless limited. A review of the
recent research achievements in this field is lacking, and the future research directions for
further development have not been clearly stated. Furthermore, the selection and adoption
of the right artificial intelligence method for a specific domain is still largely dependent on
the experience of the researchers.

Taking into consideration the aforementioned points, this research paper presents a
comprehensive review that focuses on recent advancements in the utilization of artificial
intelligence methods to predict the mechanical properties of composite materials. The
primary objective of this review is to explore the commonly used traditional machine
learning and deep learning techniques employed for predicting the mechanical properties
of composites. Moreover, the study examines the fundamental principles, strengths, and
weaknesses of each method used for predicting the various mechanical properties of
composites. The aim is to provide valuable guidance to researchers and professionals in
selecting suitable intelligent methods that are specifically tailored to their tasks, rather
than relying on random selection. By consolidating the observations made, the study also
identifies key challenges and proposes future research directions within this promising field.
To achieve these objectives, a systematic analysis of the primary literature in this domain
was conducted, and the findings are presented concisely to offer a comprehensive overview.

The rest of this paper is organized as follows. Section 2 introduces artificial intelligence
and summarizes its material properties prediction process. Sections 3 and 4 provide a
concise review of the application of traditional machine learning methods and deep learn-
ing methods, respectively, in predicting the mechanical properties of various composite
materials. Section 5 summarizes the observations, and presents the key challenges and
future research directions in this field. Finally, the conclusions are presented in Section 6.

2. Overview of Artificial Intelligence in the Prediction of Material Properties

In recent times, artificial intelligence (AI) has emerged as a revolutionary force with
transformative potential, impacting numerous fields worldwide. The broad range of appli-
cations of AI signifies its capacity to bring about significant changes in various domains.
The term “artificial intelligence” (AI) was initially coined by John McCarthy in the year
1955 [20], and is defined as the field of computer science that enables computers to mimic
human intelligence processes, such as learning, reasoning, and self-correction [21]. AI is
employed to carry out complex tasks in the same way humans solve problems. It encom-
passes a wide array of methods, including machine learning, deep learning, and traditional
rule-based programming. These approaches enable AI systems to learn and make decisions
in order to perform specific tasks autonomously. Machine learning involves training AI
models on large datasets to learn patterns and make predictions or decisions without
explicit programming. Deep learning, which is a subset of machine learning, leverages
artificial neural networks with multiple layers to effectively process intricate and complex
data. Additionally, traditional rule-based programming involves explicitly defining a set
of rules and conditions for AI systems to follow. By leveraging these various methods, AI
systems can exhibit intelligent behavior and solve intricate problems.

Machine learning (ML) is a subfield of artificial intelligence that enables algorithms
to learn from past data and experiences. By leveraging this capability, ML algorithms
can develop models that encapsulate the knowledge gained from the data. These models
are subsequently utilized to make predictions or decisions without explicit programming
instructions. ML algorithms excel at identifying patterns and relationships within the data,
enabling them to make accurate predictions or take appropriate actions when presented
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with new, previously unseen inputs. This ability to learn from data and generalize to new
instances is a key characteristic of machine learning and contributes to its wide range of
applications in various domains [22]. This ability to learn from data and make informed
decisions without explicit instructions is a key characteristic of machine learning [23].
As shown in Figure 2, machine learning algorithms can generally be classified into four
categories: supervised learning, unsupervised learning, semi-supervised learning, and
reinforcement learning [24]. In supervised learning, the algorithm learns from labeled
training datasets to make predictions for new data. Supervised learning can be used for
both regression and classification tasks. It is the most widely used learning approach
in the field of material properties prediction. In unsupervised learning, the algorithm
learns to recognize patterns in data without being explicitly trained using labeled data.
Semi-supervised learning represents an intermediate approach between supervised and
unsupervised learning, incorporating both labeled and unlabeled data (with a predominant
focus on unlabeled data) in the training process. For a full understanding of these algo-
rithms, we refer the reader to the excellent papers of Chibani et al. [25] and Chan et al. [26].
Reinforcement learning is a distinct type of machine learning algorithm that has the abil-
ity to interact with dynamic environments, learning through trial and error in order to
make predictions [27]. However, reinforcement learning is not as yet widely used in the
prediction of material properties, and the focus of this review is confined to supervised and
unsupervised learning models.
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Machine learning algorithms or models with more than two hidden layers in the
artificial neural networks are known as deep learning (DL). By having multiple layers,
deep learning models are capable of automatically extracting relevant information from
raw input data, eliminating the need for human intervention in feature engineering. These
models learn intricate patterns and representations directly from the data, allowing them
to handle complex tasks such as speech recognition, natural language processing, and
many others. Due to its capacity to capture intricate patterns and hierarchical representa-
tions within the data, deep learning has exhibited remarkable performance across a wide
range of domains [28]. An example of a deep neural network architecture is displayed
in Figure 3. Convolutional neural networks (CNNs), stacked auto-encoders (SAEs), deep
belief networks (DBNs), recurrent neural networks (RNNs), and generative adversarial
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networks (GANs) are among the most widely recognized deep learning methods to have
demonstrated successful applications in predicting material properties. The relationship
between artificial intelligence, machine learning, and deep learning is shown in Figure 4.
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(reproduced from Reference [29]—this is an open access article distributed under the terms of the
Creative Commons CC-BY license, which permits unrestricted use, distribution, and reproduction in
any medium, provided the original work is properly cited).

In the context of artificial-intelligence-based prediction of material properties, the
raw experimental or simulated material data are typically divided into three separate
datasets: the training dataset, the validation dataset, and the testing dataset. The training
dataset is utilized to train the artificial intelligence model. During the training process,
the model learns from the patterns and relationships within this dataset. The validation
dataset is employed to monitor the model’s performance and detect any signs of overfitting.
Overfitting happens when a model focuses too much on the training data and fails to
generalize well to new data. By assessing the model’s performance on the validation dataset,
adjustments can be made to optimize the model’s hyperparameters. Hyperparameters
are parameters that control the learning process and behavior of the model. After the
model is trained and optimized, it can be utilized to make predictions on new input data,
known as the testing dataset. The testing dataset acts as an independent collection of
data that is used to assess the model’s predictive performance on unseen examples. This
step helps assess the model’s generalization capabilities and provides an estimation of
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its performance in real-world scenarios. Figure 5 shows the typical prediction process of
artificial-intelligence-based methods in predicting material properties.
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In the following sections, applications of machine learning and deep learning methods
in the prediction of the mechanical properties of composite materials are presented.

3. Traditional Machine Learning Methods for Predicting the Mechanical Properties
of Composites

In this section, a brief overview of the application of traditional machine learning
methods for predicting the mechanical properties of composite materials is presented.

3.1. Support Vector Machine (SVM)

The support vector machine (SVM) is a popular supervised learning method used
for classification, regression, and outlier detection. SVM was initially proposed by Cortes
and Vapnik in 1995 based on statistical learning theory [30]. As shown in Figure 6, SVM
helps in determining the best line or decision boundary, called a hyperplane. The samples
nearest to the decision boundary are called support vectors, which govern the decision
boundary equation. The margin is the distance between the vectors and the hyperplane.
SVM aims to find the optimal hyperplane that has the maximal margin [31].
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Support vector regression (SVR) is the method employed to solve regression problems
using SVM. One notable advantage of SVM regression is that its computational complexity
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is independent of the dimensionality of the input space. Additionally, SVR exhibits excellent
generalization capability and achieves high prediction accuracy. These characteristics
have made SVR a successful tool for predicting the mechanical properties of various
composite materials. For example, Tang et al. [32] used support vector regression (SVR)
to predict the mechanical properties of composite materials. Bonifácio et al. [33] applied a
support vector machine with regression to predict the mechanical properties, including
compressive strength and static Young’s Modulus, of concrete, and the results showed the
satisfactory capability of SVR for predicting properties. Similarly, Liu et al. [7] applied
the SVM regression algorithm to predict the Young’s modulus and the ultimate tensile
strength of graphene-reinforced aluminium nanocomposites based on molecular dynamics
simulation. The results showed that SVM regression outperformed ANN and AdaBoost
regression for the prediction of material properties, but at a higher computational cost.
Hasanzadeh et al. [34] predicted the compressive, flexural, and tensile strengths of basalt-
fiber-reinforced concrete using support vector regression (SVR). The modulus of elasticity
and compressive stress–strain curves were also simulated using this traditional machine
learning method. Similarly, many researchers have used support vector regression (SVR) to
predict the mechanical properties of different types of composite materials [35–38]. The
results have demonstrated that SVR can reasonably predict the evaluated mechanical
properties with high accuracy.

In summary, SVM demonstrates excellent prediction performance for small datasets
with a high number of input variables compared to artificial neural networks and decision
trees, showcasing its superior accuracy and computational efficiency. This advantage
arises from SVM’s ability to generalize norms with smaller amounts of feature data and
its avoidance of iterative processes for optimizing weights and bias parameters. However,
SVM lacks transparency of results and complexity in selecting the appropriate kernel
function and its parameters, and it also consumes significant memory resources, limiting
its utilization in the prediction of material properties. Additionally, SVM’s performance
diminishes when handling large datasets, especially in the presence of noise and outliers.

3.2. k-Nearest Neighbor (k-NN)

The k-nearest neighbor (k-NN) method is a machine learning method that falls under
the category of non-parametric and instance-based approaches. It can be utilized for both
classification and regression tasks. Unlike other methods that construct a general internal
model, k-NN stores all instances associated with the training data in an n-dimensional
space. In k-NN, the distances between the new data and training data in a descriptor
hyperspace are measured using Euclidean distance; thus, the output is predicted based
on the values of the nearest k instances. k-NN possesses several strengths, including its
ease of understanding, simpler modeling approach, and reasonable performance with
minimal parameter adjustments. Consequently, the predictive ability of k-NN has garnered
significant interest among researchers in the field of predicting the mechanical behavior
of composite materials. For instance, Sharma et al. [39] proposed a model using the k-
nearest neighbor algorithm to predict the fracture toughness of silica-filled epoxy-reinforced
composites. The results showed that the proposed model was able to achieve up to 96%
prediction accuracy with limited experimentation. k-NN has also been successfully used
to predict the tensile response of aluminum composites [40]. Thirumoorthy et al. [41]
developed a unified prediction framework using the k-nearest neighbor and ant lion
optimization algorithms to evaluate the tensile properties of reinforced Al6061 composites.
The prediction results showed that the proposed KNN-ALO was able to accurately predict
the tensile and hardness properties of stir-cast aluminium composites.

The aforementioned studies provide evidence that k-NN demonstrates reasonable ac-
curacy for the prediction of the mechanical properties of composite materials. Its simplicity,
versatility, and effectiveness are the major advantages of the k-NN approach. However,
there are certain drawbacks to k-NN algorithms, including their limited ability to handle
a large number of features, their weaker performance in capturing complex correlations,
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and their slower processing speed when dealing with large-volume datasets. Additionally,
selecting the optimal neighborhood parameter, k, can be challenging, as it significantly
impacts the predictive performance when determining material properties using k-NN.

3.3. Decision Tree

The decision tree is a widely recognized non-parametric supervised machine learning
method employed for both classification and regression purposes. Decision tree models
are composed of a root node, leaf nodes, and branches, as illustrated in Figure 7. The root
of the tree represents the input data, and each branch represents a potential decision. The
leaves of the tree correspond to the output generated by the algorithm.
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Numerous researchers have used decision tree approaches to predict the mechanical
properties of composite materials. Qi et al. [43] used the decision tree model to predict
the mechanical properties of carbon-fiber-reinforced plastic. Kosicka et al. [44] also em-
ployed a decision tree model to predict the mechanical properties of polymer composites
with alumina modifiers. However, the issue of overfitting greatly affects the prediction
performance of decision trees in this research area. In order to enhance the prediction
performance of the decision tree, the random forest concept was introduced. Random
forest regression is one of the ensemble learning methods for regression. In the random
forest, the ensemble consists of a numer, k, of decision trees, and the trees are selected
randomly for the maximum number of cycles to obtain the final prediction results from
the given dataset. Hegde et al. [45] investigated the mechanical properties of the hardness
of vacuum-sintered Ti-6Al-4V reinforced with SiCp composites using a random forest
regression method. Zhang et al. [46] also predicted the mechanical properties of composite
laminate using a random forest model, and the results showed that the model was able to
arrive at an accurate prediction in a shorter time. Similarly, researchers have used random
forest regression to predict the mechanical properties of composites [13,47].

In addition to random forest, adaptive boosting (AdaBoost) is widely used to predict
the mechanical properties of composite materials. AdaBoost is an ensemble learning al-
gorithm that employs an iterative approach in order to improve predictive accuracy by
learning from the errors of previous trees. Liu et al. [7] utilized the AdaBoost regression algo-
rithm to predict the Young’s modulus and ultimate tensile strength of graphene-reinforced
aluminium nanocomposites based on molecular dynamics datasets. Karamov et al. [48]
utilized an AdaBoost regression algorithm to predict the fracture toughness of pultruded
composites using other material properties. Pathan et al. [49] employed a gradient-boosting
regression algorithm to predict the macroscopic elastic stiffness and yield strengths of uni-
directional fiber composites. Shang et al. [50] also proposed decision-tree- and AdaBoost-
based models for predicting the compressive strength and splitting tensile strength of
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recycled coarse-aggregate-based concrete. The results showed that the AdaBoost regressor
was able to make more accurate predictions than the decision tree.

Extreme gradient boosting (XGBoost) is another ensemble learning algorithm that
constructs a final model by combining multiple individual decision trees. XGBoost utilizes
gradient descent optimization techniques to minimize the loss function associated with
the training process. This approach enhances the performance and predictive accuracy of
the model. It has been shown by Guo et al. [51] that the XGBoost regression algorithm can
more accurately predict the compressive strength, tensile strength, and ductility of high-
performance fiber-reinforced cementitious composites than an artificial neural network,
support vector regression, or classification and regression tree under the same conditions.

In general, decision tree models are more simple to interpret than other machine
learning methods due to the effect of the tuning of the weights and hyperparameters. Thus,
decision trees can handle large datasets with low time consumption.

3.4. Artificial Neural Networks (ANNs)

Artificial neural networks (ANNs) are the most popular supervised machine learning
method, and were inspired by the biological neural network. The typical architecture of an
artificial neural network consist of an input layer, a hidden layer, and an output layer, as
shown in Figure 8. The neurons of the input layer take input features, while output neurons
give predictions. In the hidden layer, each neuron receives input data from input-layer
neurons, integrates those data, and then uses the result in a straightforward computation.
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The ability of artificial neural networks (ANNs) to handle complex nonlinear data
has made it one of the most common machine learning methods in the prediction of
different mechanical properties of composite materials. For instance, Krishnan et al. [52]
conducted a study on the application of artificial neural networks (ANNs) to predict various
mechanical properties, including the flexural modulus, ultimate tensile strength, tensile
modulus, flexural strength, hardness, and elongation of recycled low-density polyethylene
composite reinforced with date palm wood fiber. The results demonstrated highly favorable
correlation coefficients for all predictions, exceeding 0.99. In the study by Barbosa et al. [14],
an artificial neural network (ANN) was employed to predict the mechanical properties of
multi-layered laminate composites. Kabbani et al. [53] focused on predicting the stress–
strain relationship of unidirectional fiberglass polypropylene at various fiber orientation
angles and cooling rates using an ANN. Wang et al. [54] utilized a standard ANN to
predict the fracture behavior of carbon-fiber-reinforced polymer laminates, achieving a
prediction rate of 86%, thus outperforming the k-nearest neighbors and random forest
models. In ref [55], an ANN was used to predict the static strength properties of carbon-
fiber-reinforced composites. Devadiga et al. [56] employed an ANN to predict the hardness
of multiwall-carbon-nanotube–fly-ash-reinforced aluminum composites.
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In addition to the standard ANN, researchers have proposed novel neural network
methods for enhancing the prediction performance of composite materials’ mechanical
behavior. Wang et al. [57] introduced a backpropagation neural network (BPNN) algorithm
within the ANN framework to predict the mechanical properties of multi-layer braided-
textile-reinforced tubular structures based on axial compression experiments. Li et al. [40]
proposed a genetic algorithm (GA)-optimized backpropagation neural network model for
predicting the transverse elastic modulus, transverse tensile strength, and transverse com-
pressive strength of unidirectional carbon-fiber-reinforced polymer composites containing
microvoids. Rajkumar et al. [58] developed a feedforward neural network (FFNN) model to
predict the mechanical properties of giant reed-fiber-reinforced polyethylene terephthalate
composites. Kumar et al. [59] utilized the radial basis function neural network and the
generalized regression neural network models to predict the ultimate failure strength of
glass/epoxy composite laminates using acoustic emission parameters.

The foregoing literature review indicates that artificial neural networks (ANNs) are
the most frequently used approach for predicting the mechanical properties of composite
materials, with the highest accuracy. However, the prediction process of ANNs is hard
to explain, and a large amount of data is required to achieve accurate training. ANNs
face problems with overfitting in the case of small amounts of training data. They also
require a very large amount of computation time for complex problems, and require special
hardware during training when compared to support vector machines, k-nearest neighbors,
and extreme gradient boosting.

3.5. Other Machine Learning Methods

Besides the commonly used machine learning methods mentioned above, other ma-
chine learning methods have also been applied to predict the mechanical properties of
composite materials, bringing in different characteristics and benefits, including linear re-
gression [60], logistic regression [61], fuzzy logic [62,63], neuro-fuzzy inference systems [64],
extreme learning machines [65,66], and graph neural networks [67–69].

4. Deep Learning Methods for Predicting Mechanical Properties of Composites

This section presents a concise review of the application of the most researched and
most widely used deep learning methods for predicting the mechanical properties of
composite materials.

4.1. Convolutional Neural Networks (CNNs)

Convolutional neural networks (CNNs) are biologically inspired feedforward neural
networks that operate by extracting local features from raw input data in a layer-by-layer
fashion to make predictions [70]. Their inception can be traced back to 1980 [71], and
further advancements were made in 1998 [72]. The CNN architecture typically consists
of multiple hidden layers, including the convolutional layer, the pooling layer, and the
fully connected layer, along with an activation function, as depicted in Figure 9. Within
the convolutional layer, there exist multiple learnable kernels or filters with trainable and
shared weights, enabling them to extract high-level local features from the input data and
generate new feature maps to be passed to the subsequent layer. The pooling layer, acting
as a down-sampling layer, reduces the dimensionality of the feature maps, thereby reducing
computational complexity and preventing overfitting. The features extracted from the
convolutional layers are typically fed into fully connected layers to obtain the final labels
or predictions. To enhance the nonlinear characteristics of the neural network, various
activation functions, such as sigmoid, hyperbolic tangent, rectified linear unit (ReLU), and
leaky rectified linear unit (Leaky ReLU), are employed.
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Convolutional neural networks (CNNs) were initially developed for tasks such as facial
recognition and image classification due to their ability to handle large datasets and provide
highly accurate predictions [74]. However, with the advent of extensive materials databases,
the application of CNNs in the field of materials science has gained momentum. Numerous
research groups have utilized CNNs to explore the mechanical properties and structural
behavior of composite materials. In the work by Yang et al. [75], a combination of principal
component analysis (PCA) and convolutional neural networks (CNNs) was employed to
accurately predict the stress–strain curve of binary composites beyond their elastic limit.
The study demonstrated that utilizing machine learning techniques had the potential to
expedite the process of composite design optimization. Similarly, in reference [76], the
authors utilized a CNN model to predict the mechanical properties of composite materials,
including stiffness, strength, and toughness, beyond the elastic limit. The CNN model
achieved satisfactory prediction performance in this regard. Abueidda et al. [77] developed
a CNN model that accurately predicted the elastic modulus, strength, and toughness
of 2D checkerboard composites across a range of volume fractions. They integrated a
genetic algorithm optimizer with the CNN model to search for the optimal microstructural
design. The results demonstrated the CNN’s high accuracy in predicting mechanical
properties. Li et al. [78] utilized a CNN to predict the mechanical properties of multi-phase
heterogeneous materials, providing a general approach for establishing structure–property
relationships. Their study successfully predicted the properties of the tested materials,
showcasing the effectiveness of the proposed CNN model. In [79], a ConvNet-based
method was proposed to predict the effective elastic properties and Poisson’s ratio of
composites using microstructural images. The study showed that the CNN-based approach
was able to accurately predict these properties from a window of the microstructural
image. Pakzad et al. [80] employed a CNN model to predict the compressive strength of
steel-fiber-reinforced concrete. The results demonstrated the superior performance of the
CNN model in predicting the compressive strength of the material. Ramkumar et al. [81]
utilized a CNN to predict the mechanical properties of natural fiber composites. Their
findings indicated the promising prediction accuracy and efficiency of the CNN-based
approach. Kim et al. [82] proposed a CNN-based model for predicting the transverse
mechanical behavior of unidirectional composites. The CNN model utilized microstructure
images as input datasets for predicting the stress–strain curves of the composites in the
transverse direction.

Indeed, Valishin and Beriachvili [83] employed a convolutional neural network (CNN)
to predict the homogenized elastic properties of composite materials based on their repre-
sentative volume elements. Rao and Liu [84] and Yang et al. [85] utilized three-dimensional
convolutional neural networks (3D-CNNs) to determine the effective or homogenized
mechanical properties of composites with complex and heterogeneous microstructures.
Béji et al. [16] also predicted the effective elastic properties of heterogeneous composite
materials using CNNs. Numerous studies have demonstrated the superior performance
of CNNs in accurately predicting the mechanical properties of composites [86,87]. These
works collectively highlight the rapid and accurate prediction capabilities of CNNs in the
context of estimating the material properties of composites. However, it is important to
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note that CNNs may not be suitable for tasks that rely heavily on the sequential nature of
the data.

4.2. Recurrent Neural Networks (RNNs)

Sequential deep learning models, including recurrent neural networks (RNNs) and
their variants, such as long short-term memory (LSTM) and gated recurrent units (GRUs),
have been extensively investigated for fault diagnosis in rotating machines [88,89]. A
simple RNN unit is presented in Figure 10, in which x〈t〉 and y〈t〉 are the input and output
at time tn, respectively, and a〈t − 1〉 is the hidden state vector at time tn−1.
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Recurrent neural networks (RNNs) are useful for analyzing sequential data and
describing the large deformation response of elastic–plastic solids. GRU-based RNNs
have been used to study the effects of homogeneous anisotropic hardening [91] and to
capture the path-dependent plasticity of composites subject to nonlinear loading [92].
Gorji et al. [91] modeled the plane stress plasticity for arbitrary loading paths to capture
uniaxial stress–strain responses such as latent hardening, permanent softening, and the
Bauschinger effect. They found that RNNs provided a data-driven modeling framework
that could be successfully used in representative volume element (RVE) simulations to
predict the plastic response of materials such as polycrystals, composites, metamaterials,
architecture materials, and ceramics [93].

Frankel et al. [94] used LSTM-based ANNs to represent the homogenized mechan-
ical response of oligocrystals with deep learning. The predictions of ANNs trained on
initial microstructures were in excellent agreement with the elastic regime; however, the
plastic regime showed a worsening of the forecast accuracy. Wang and Sun [95] used an
RNN approach to develop accurate recursive homogenization models of porous materials.
The developed multi-scale, multi-permeability poroplasticity model enabled field-scale
simulations in order to gather insights from grain-scale and meso-scale microstructural
attributes. The authors analyzed an inverse problem to compute the effective permeability
in the normal and tangential directions (Figure 11).

In the context of inverse design, two major modules are typically involved: the
sampling module and the forward property prediction model. The sampling module
guides the search in the design space and employs various optimization frameworks,
including Bayesian optimization [96], the genetic algorithm [97], differential evolution [98],
and particle swarm optimization [99]. On the other hand, the forward property prediction
module assesses the performance of each design candidate. This module utilizes different
methods, such as artificial neural networks [100], random forest (RF) [101], and support
vector machines [102]. RF, shallow neural networks, and support vector machines have
been applied for screening various materials, including metal hydrides for hydrogen
storage [103], magneto-caloric materials [104], amorphous alloys [105–107], high-entropy
alloys [108], and thermoelectric materials [109]. The prediction of the microstructure and
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the identification of potential issues prior to the data-driven manufacturing of composite
materials are in alignment with the principles of the Industry 4.0 concept [110,111].
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Chen et al. [112] utilized the long short-term memory recurrent neural network (LSTM
RNN) in conjunction with finite-volume direct-averaging micromechanics (FVDAM) to
generate the homogenized response (Figure 12) of unidirectional fiber-reinforced compos-
ites. The LSTM RNN, known for its ability to capture long-term dependencies, proved to
be highly effective in this context. This approach offers a compelling alternative to the tra-
ditional computational frameworks used for advanced multi-phase materials. While RNNs
have been widely employed to model elastic–plastic and viscoplastic materials, the analysis
of viscoelasticity is less common. Chen [90] proposed a data-driven RNN approach for
computing the response of viscoelastic and other history-dependent materials. The study
revealed that the extrapolation ability of the RNN model exhibited better performance
when using continuous strain inputs compared to when using jump strain inputs.
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Wu et al. [113] proposed GRU-based recurrent artificial neural networks (NNWs), to
serve as a surrogate of the meso-scale Boundary Value Problem (BVP) in the context of
computational multi-scale analyses. The BVP was solved by considering the homogenized
material properties extracted from coupled meso-scale-resolution BVPs (Figure 13a). This
surrogate model (Figure 13b) was used as the constitutive law of a single-scale simulation.
This model allows the computational time to be reduced by four orders of magnitude as
compared to FE2 analysis.Ghavamian and Simone [114] proposed a strategy for efficiently
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collecting stress–strain data from a micro model based on non-physical data. Zhu et al. [115]
used RNNs to predict the stress–strain relationship of sand subjected to monotonic triaxial
compression loading. Graf et al. [116] performed model-free structural analysis, in which
the fuzzy structural behavior of long-term deformation behavior of a textile-reinforced
concrete was predicted on the basis of the time-dependent measurement results. RNN
surrogate models are able to accelerate the simulation process when compared to FE2

approaches. However, the RNN model that was developed was physically reliable only as
long as it was accurate.
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Mozaffar et al. [92] developed GRU-based RNNs to represent the meso-scale response
of 2D RVEs. The authors simulated the behavior of the RVEs under non-proportional
loading conditions using high-fidelity finite element analysis. The results led to the con-
clusion that complex phenomena such as distortional hardening could be predicted with
an error within 0.5%. Logarzo et al. [117] developed a machine learning algorithm and
proposed a training scheme (Figure 14) to formulate smart constitutive laws (SCLs) for the
homogenization of inelastic microstructures. They integrated the SCL into a finite element
method model and performed stress analysis on a dog-bone tensile test specimen. The SCL
captured complex loading histories at a very low computational cost when compared to
concurrent multi-scale schemes.

Hearley et al. [118] used an RNN trained on virtual NASA’s Multiscale Analysis
Tool (NASMAT) data to predict the mechanical behavior of unreinforced fabric based
on physics-based solutions. The heuristic-knowledge-based model was able to predict a
variety of stress–strain curves for fabrics with different meso-scale geometries. Farizhandi
and Mamivand [119] proposed a Predictive Recurrent Neural Network (PredRNN) model,
trained to predict the microstructural evolution of the FeCrCo alloy during spinodal decom-
position. It was found that the RNN was able to provide quantitatively accurate predictions
of microstructure morphology, while also being several orders of magnitude faster than the
phase-field method. Zhang et al. [120] developed the LSTM and RNN models to predict
the tensile strength prediction of Fused Filament Fabrication (FFF) polylactic acid (PLA)
thermoplastic. The vibration and temperature were used as layer-wise signals. It was
shown that the LSTM-based predictive model outperformed the support vector regres-
sion and random forest machine learning techniques. Using context neurons in RNNs,
Freitag et al. [121], Graf et al. [122] and Oeser and Freitag [123] predicted the viscoelastic
and elastic–plastic behavior of materials with fuzzy parameters. Koeppe et al. [124] de-
veloped a novel RNN-based approach supported by a systematic hyperparameter search
strategy that identified the best neural network architectures for the fundamental constitu-
tive models (elastoplasticity, hyperelasticity, viscoelasticity). Their strategy made it possible
to find parsimonious and interpretable models for hyperelastic material behavior [125].
Nascimento and Viana [126] used cumulative damage models with RNN to predict fatigue
crack length for a fleet of aircraft. The proposed novel physics-informed cell for cumulative
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damage modeling was found to be reliable when modeling the growth of fatigue cracks.
Yang et al. [127] developed self-supervised learning with convolutional RRNs to exploit the
processing–structure–property relationships of materials. The trained RNNs were capable
of extrapolating beyond the training datasets in spatio-temporal domains. The long-term
statistical properties of microstructures have been developed satisfactorily.
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4.3. Auto-Encoders (AEs)

Auto-encoders are a specific type of feedforward neural network that focuses on
learning the identity function rather than being trained in a supervised manner. It consists
of two main components: the encoder, which transforms the input data into a compressed
representation, and the decoder, which reconstructs the input data from this encoded
representation. Auto-encoder ANNs require less complex computation compared to non-
linear kernel-based Principal Component Analyses (PCAs). Jung et al. [128] used a 3D
convolutional auto-encoder (Figure 15) and Bayesian optimization to search for optimal
dual-phase microstructures for a given uniaxial tensile strength. The auto-encoder con-
sisted of convolutional layers for the encoder and decoder and connected layers. An
open-source library, Tensorflow, was used to train the encoder. Optimization revealed a
family of optimal microstructures with uniaxial tensile strength comparable to that of the
optimal microstructure. Iraki et al. [129] developed an approach for the optimization of
crystallographic textures with the desired properties of cold-rolled DC04 steel sheet. Their
machine learning model combined a multi-task learning-based approach with Siamese
multi-task learning (SMTL) ANNs. The optimization results demonstrated the capacity
of the model to identify diverse sets of textures felling within the specified bounds of the
desired properties.
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Zhao et al. [130] developed a Variational Auto-Encoder (VAE) ANN (Figure 16), and
combined it with the Bayesian optimization method to characterize the 3D structural infor-
mation of porous membranes and to represent them using low-dimensional latent variables.
The VAE model, validated on several microstructures, demonstrated the robust ability
of the VAE model to characterize the microstructures of porous materials. VAE ANNs
have been successfully adopted in several studies addressing the machine learning of the
optical properties of metal oxides [131]. The dataset analyzed contained 67,000 unique
quaternary oxides and more than 80,000 unique quinary oxide compositions, making it
the largest set of experimental materials utilized in machine learning investigations. Aru-
mugam and Jiran [132] proposed the use of complex-step convolutional auto-encoders
(Figure 17) to identify regions of importance in metal microstructures for secure sharing.
The ANN developed was capable of reconstructing the original microstructural images
from just 3.5% of the original data. The proposed approach would be useful for identifying
microstructural regions in biomaterials, metals, and composites. Lee et al. [133] used a
convolutional variational auto-encoder (CVAE) for the accurate prediction of the stress
profiles of 316 stainless steel and AW-6061 aluminium alloys subjected to four-point bend-
ing. The source- and target-domain data were used to train a domain-adaptive CVAE.
Kim et al. [134] employed a CVAE to generate a continuous dual-phase microstructure on
the basis of the carbon content of the martensite phase and the ferrite grain size. The overall
stress–strain behavior was analyzed using RVE with a microstructure-based constitutive
model. The VAE with Gaussian process regression (GPR) was able to successfully predict
the newly generated microstructures with high accuracy. Computational homogenization
RVE models of composite materials with material periodic conditions were used to generate
a 3D network of fillers within the RVE [135].

Morand and Helm [136] proposed a knowledge-based approach to optimally sample
the parameters of the hardening model using the query-by-committee approach. It was
found that by using this approach, automated sampling could be conducted in a goal-
directed manner without the need for the additional incorporation of expert knowledge.
In the query-by-committee approach, the learner consists of a committee of n regression
models. To successfully apply supervised learning models, Morand et al. [137] introduced
interactive learning techniques called active learning. The current research demonstrates
that implementing active learning reduces the amount of data required to effectively cover
microstructure–property spaces. To investigate the microstructure–behavior characteristics
of the fiber–matrix interface in composite materials, Chen and Xu [138] developed a hybrid
deep-learning-based method by combining an unsupervised auto-encoder with a feedfor-
ward ANN. By employing molecular dynamics simulations, a hybrid learning strategy was
able to successfully identify the degeneracies present within the original microstructural
space of the composite’s interface. Sardeshmukh et at. [139] used a variational auto-encoder
to learn low-dimensional microstructure representations of cast iron. They showed that the
trained auto-encoder explicitly encoded the factors of variation that were mainly respon-
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sible for the yield stress or the ultimate tensile strength. Oommen et al. [140] proposed a
framework that integrated a convolutional auto-encoder with a deep neural operator (Deep-
ONet) to shorten the time to solution when predicting meso-scale microstructural evolution.
It was concluded that a convolutional auto-encoder–DeepONet approach offered acceler-
ated prediction of the phase-field-based microstructural evolution as compared to other
machine learning frameworks. The deepONet architecture can replace the high-fidelity
phase-field numerical solver in interpolation tasks. Pitz and Pochiraju [141] developed
a transformer neural network architecture that captured the composite microstructure
homogenization of composite microcells with varying fiber volume ratios. The authors
combined an auto-encoder convolutional ANN and PCA for dimensionality reduction.
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In the last decade, VAEs and machine learning approaches have been studied ex-
tensively with relation to the following topics: microstructure reconstruction of heteroge-
neous materials [142], stochastic reconstruction of 3D multi-phase microstructures with
periodic boundaries, prediction of the effective thermal conductivities of composite ma-
terials and porous media [143], and the establishment of structure–property localiza-
tion linkages [85,144] and modeling mining structure–property linkages [145] in high-
contrast composites. Chalapathy and Chawla [146] and Ruff et al. [147] presented a survey
on recent deep-learning-based approaches used in neural-network-based auto-encoders.
Bostanabad et al. [148] gave an overview of computational microstructure reconstruction
and characterization. The majority of microstructure-related works in the field of ma-
chine learning have been focused on finding a relationship between the morphologies
and properties of materials [85,149,150], the reconstruction [151,152] or detection [153] of
microstructures, and microstructure classification [154].
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4.4. Deep Belief Networks (DBNs)

Deep Belief Networks (DBNs) are advanced neural network architectures that utilize
unsupervised learning methods to generate results. DBNs are composed of multiple layers,
each containing smaller unsupervised neural networks. A distinctive characteristic of
DBNs is that, while connections exist between the layers, there are typically no connections
between individual nodes within the same layer. This hierarchical structure allows DBNs
to capture intricate patterns and dependencies in the data, making them well suited for
tasks such as feature learning, dimensionality reduction, and generative modeling.

Due to the nonlinear activation function and hidden neurons, DBNs are able to process
complex data mappings [155]. DBNs can be trained in a greedy layer-wise fashion by stack-
ing restricted Boltzmann machines on top of each other [156]. Deutsh et al. [157] developed
a new method that integrated a particle filter and a deep belief network for the prediction of
the remaining useful life (RUL) of hybrid ceramic bearings. The integrated method was vali-
dated based on the vibration data collected from hybrid ceramic bearing run-to-failure tests.
The validated results showed promising RUL prediction performance. Cang et al. [142]
introduced a feature learning mechanism that utilized a convolutional DBN (CDBN) to
automate a bidirectional conversion between the microstructures of Pb63-Sn37 and Ti-
6Al-4V alloys. The developed five-layer CDBN model achieved significant dimension
reduction and was able to statistically preserve the lower-dimensional feature representa-
tions. Fu et al. [158] utilized a DBN to construct feature spaces for end milling, enabling
cutting state monitoring based on vibration signals. On the other hand, Wang et al. [159]
developed a data-driven prediction model for material removal rate during polishing
using a DBM (Deep Boltzmann Machine), which was optimized using a particle swarm
optimization algorithm (Figure 18). They also examined the impact of learning rate and
network architecture on the accuracy of the predicted material removal rate.
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Ye et al. [160] adapted a DBN framework that consisted of stacked restricted Boltz-
mann machines to the monitoring of selective laser melting. The proposed DBN model
was emonstrated to be accurate and convenient for the monitoring of the selective laser
melting process. DBNs are appropriate for performing monitoring and in-process high-
defect-detection-rate diagnosis based on acoustic signals [161]. Bostanabad et al. [148]
illustrated techniques for performing computational microstructure characterization. They
demonstrated the potential of the role played by microstructure characterization and
reconstruction in materials science.
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4.5. Generative Adversarial Networks (GANs)

Generative Adversarial Networks (GANs) are an artificial intelligence that generates
new, unique data similar to existing data. GANs originated from game theory, and consist
of two neural networks that compete to produce more accurate predictions. They comprise
two parts: a generator and a discriminator. The generator creates new data, and the
discriminator decides whether the data produced by the generator is real (i.e., belongs
to an existing dataset) or fake (i.e., was created by the generator). In recent decades,
GANs have attracted interest for their potential in the generation of complex multi-phased
microstructures [162–165].

Buehler [166] proposed a framework based on a cycle-consistent GAN model to
achieve atomistic-level prediction of stress fields directly from an input atomic microstruc-
ture. He also indicated the possibility of using a GAN to predict stress fields based on
experimentally acquired structural data. Chun et al. [167] applied a patch-based, fully
convolutional GAN architecture to spawn ensembles of synthetic heterogeneous energetic
material microstructures. The GANs successfully generated new morphologies of heteroge-
neous energetic materials, where the porosity distribution could be spatially manipulated.
Mosser et al. [168] showed that GANs could be used to continuously parameterize the mi-
cromorphology of materials. Fokina et al. [169] further validated the effectiveness of GANs
in generating synthetic microstructures for aluminum alloy foam (trade name Alporas).
GANs are also capable of generating realistic synthetic microstructures [165]. Tang [170]
applied a regression-based conditional Wasserstein GAN (RCWGAN) to regress microstruc-
tures against numerical processing parameters. He also proposed in situ microstructure
monitoring using the RCWGAN.

The accuracy when predicting the microstructure of laser-sintered alumina was over
92%, using various microstructural features as metrics. Pütz et al. [171] applied the Wasser-
stein WGAN to generate input data representing the microstructure of dual-phase steel
(DP800). It was found that the concept applied was effective even on small sample sizes,
while the use of bigger datasets only improved the quality of the output. Singh et al. [164]
developed a three-step WGAN-based approach for generating microstructures. The first
step used a standard GAN architecture. In the second step, the traditional discriminator
was replaced with a checker function that identified the features of the microstructures.
In the third step, they combined the above-mentioned architectures to reconstruct the
microstructure. The proposed model could be used to enforce user-defined physics con-
straints during microstructure synthesis. Yang et al. [165] proposed a deep GAN with
a Bayesian optimization framework that was able to overcome the limitations of exist-
ing microstructure characterization and reconstruction techniques. It was found that the
GAN reduced information loss, while GP-Hedge optimization improved the efficiency
of microstructural material design. Hsu et al. [172] used GAN to generate realistic 3D
microstructures of solid oxide fuel cell electrodes. The proposed grain-based generation
algorithm, DREAM.3D, was used to generate microstructures without requiring 3D image
data. Gowtham et al. [173] indicated the capacity of different architectures consisting of
GANs to learn the mapping between random latent vectors and microstructural images
of Ti-6Al-4V titanium alloy. The proposed models were able to generate microstructures
closely resembling the original microstructure dataset in terms of Kernel inception distance,
Frechet inception distance, inception scores, and morphometric parameters. Mao et al. [174]
combined GANs and mixture density networks (MDN) to perform inverse modeling of the
low-dimensional design representations of the microstructure images.

Tharke et al. [175] quantified the physical awareness of dual-phase steel microstruc-
tures using a variant of GAN. The similarity between the original and the generated
microstructures was quantified on the basis of signal-to-noise ratio, similarity index, and
peak signal-to-noise ratio. It was observed that there existed a relationship between the sim-
ilarity assessment metrics and the microstructure morphology. Henkes and Wessels [176]
proposed a GAN tailored towards 3D microstructure generation based on the single com-
puted tomography scan. The developed approach, based on a convolutional–residual
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generator and a convolutional–residual discriminator, made it possible to generate three-
dimensional microstructures with the same properties as the original data. Lee et al. [177]
used a conditional GAN, a convolutional GAN, and cycle-consistent GAN-based image-
to-image translation to generate realistic scanning electron microscopy micrographs for
polished/etched steel surfaces. They concluded that the use of GANs to generate mi-
crostructures could be useful in achieving metallography-based theoretical modeling that
is reliable and robust. Tang et al. [178] proposed RCWGAN with the Wasserstein loss func-
tion and a gradient penalty (GP) for the prediction of SEM micrographs of laser-sintered
alumina. The RCWGAN-GP was able to accurately predict the SEM micrographs in terms
of the size, shape, and spatial distribution fo the grains. Agrawal and Choundhary [179]
presented an overview of deep learning frameworks in materials science applications, along
with their challenges, advantages, and recent applications.

4.6. Deep Transfer Learning

Deep neural networks require a very large number of samples and computational
resources in order to train the model [180,181]. In many fields, we do not have access
to a large collection of samples that could be used in the learning process. A technique
called deep transfer learning (DTL) is often used to reduce the number of samples needed.
This consists of using a model trained on a set containing many generic images, which
allows the use of such a model as a feature detector in the target task. DTLs are commonly
applied to tackle limited dataset problems by utilizing the rich features extracted from large
datasets [182–185].

Dong et al. [186] used a combination of a deep ANN model, a genetic algorithm, and
Bayesian optimization for the design of composite metal oxide materials. A DTL strategy
was applied to overcome the limitation of a small dataset in training the ANN predictor
of the optical absorption spectrum using the Materials Agnostic Platform for Informatics
and Exploration (Magpie) [187] descriptor of material composition. Li et al. [152] proposed
a DTL for identifying the γ′ phase on Ni-based superalloys datasets. They also devel-
oped software for recognizing the γ′ phase. It was found that the framework used only
needed five (or fewer) labeled images to achieve state-of-the-art segmentation accuracy.
Jia et al. [188] also developed an end-to-end network architecture that was able to accu-
rately identify the γ′ phase in superalloys. Deep machine learning has been shown to be
useful for microstructure recognition in ceramics [188]. Kondo et al. [189] adopted convo-
lutional neural networks to link experimental microstructures with corresponding ionic
conductivities. Gupta et al. [190] introduced a cross-property DTL approach that utilized
models trained on large datasets to construct models on smaller datasets from the Joint
Automated Repository for Various Integrated Simulations (JARVIS) [191], which encom-
passes diverse properties. The developed approach had the capacity to integrate various
cutting-edge deep learning models, enhancing performance and offering potential applica-
bility to diverse properties of materials. Li et al. [192] incorporated an encoder–decoder
process and feature-matching optimization using a transfer-learning-based approach for
making structure–property predictions and performing microstructure reconstruction. The
proposed approach demonstrated significance when performing structure–property mod-
eling. DeCost et al. [193] employed a DTL convolutional network to capture hierarchical
representations of microstructures to study the correlation between the hierarchical layers
and the microstructural features. They used SEM micrographs of Ultra-High Carbon Steel
(UHCS) to compare convolutional-neural-network-based image texture representations
with the classic bag of visual words representation. Feng et al. [194] used DTL and a con-
volutional neural network (CNN) to predict the crystal structures of inorganic substances.
They mapped the chemical formula of inorganic materials into 2D representations with
periodic table structures. Figure 19a presents an example of the 2D representation for 316L
stainless steel. The VGG-like CNN trained to obtain the transferable feature extractor is
shown in Figure 19b. Finally, the workflow of transfer learning is presented in Figure 19c.
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The developed framework was successfully exploited to accurately discriminate 170 phase
prototypes and phases of high-entropy alloys based on their chemical compositions.
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(CONV—convolutional operation; CNN—convolutional neural network; FC—fully connected layer;
OQMD—open quantum materials database; RF—random forest; SNN—shallow neural network;
SVN—supported vector machine) (reproduced with permission from Reference [194]; copyright ©
2021 Elsevier B.V. All rights reserved).

Pandiyan et al. [195] showed that the knowledge learned by two native DTL networks,
namely VGG and ResNets, regarding four laser powder bed fusion (LPBF) process mech-
anisms, including conduction mode, balling, keyhole pores, and lack of fusion pores, in
316L steel could be transferred to CuSn8 bronze. The proposed network (Figure 20) was
supervisedly trained with labeled spectrogram images from 316L stainless steel. Acoustic
emissions and wavelet transform during LPBF were used to train the two DTL ANNs.
Once reliable accuracy had been achieved, the pre-trained model was used to train the
build quality found in another material (CuSn8 bronze). During training with the bronze
material, only some of the ANN weights were re-trained. Pandiyan et al. [196] analyzed
the defect-free regimes from anomalies in the LPBF process using variational auto-encoders
and GANs. Scime and Beuth [197] implemented unsupervised DTL to classify anomalies
in the LPBF process. Finally, Caggiano et al. [198] developed a bi-stream deep convolu-
tional ANN trained with images acquired during the LPBF process to identify defects in
workpiece material.
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Figure 20. Workflow for transferring knowledge acquired regarding different build qualities obtained
using a CNN from one material to another material (reproduced from Reference [195]—this is an
open-access article distributed under the terms of the Creative Commons CC-BY license, which
permits unrestricted use, distribution, and reproduction in any medium, provided the original work
is properly cited).

Yamada et al. [199] developed a pre-trained model of the ever-growing library called
XenonPy. MDL covers a wide variety of material properties. Farizhandi and Mamivand [200]
developed a fused-data deep learning framework (Figure 21) that was able to predict the
processing history (temperature, initial chemical composition, heat treatment time) of a
Fe-Cr-Co alloy microstructure. The authors identified the cause of inaccurate predictions
as the fact that steady-state morphologies, after aging for a long time, offer several paths
for identical microstructures.
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Figure 21. Flowchart for the prediction of chemistry and processing history on the basis of microstruc-
ture images (reproduced with permission from Reference [200]; copyright © 2022 The Authors.
Published by Elsevier Ltd.).

Yang et al. [201] developed a deep learning model that was able to accurately predict
the elastic strains of 3D composites that were characterized by differences in the elastic
properties of the components. Predicting the failure-related properties of composite materi-
als is crucial in the analysis of composite materials [43,202]. Altarazi et al. [203] predicted
and optimized selected properties of PVC composites (ductility, density, tensile strength)
based on different compositions. The different ANN architectures proposed could be ex-
tended by considering more datasets and composite ingredients, or by combining the ANN
with a GAN. Wei et al. [143] created a database containing the properties and structures of
composites and applied the lattice Boltzmann method to analyze the capacity of machine
learning methods for performing heat transfer analysis. Rong et al. [204] employed 2D
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cross-section images and 2D convolutional neural networks (CNNs) to predict the effective
thermal conductivity of 3D composites. It was found that 2D CNNs can provide accurate
predictions for multiple cross-section images. You and Arumugasamy [205] investigated
the effects of time on the molecular weight and reaction temperature of polycaprolac-
tone (PCL) on specified production goals using a framework consisting of an adaptive
neural fuzzy inference system (ANFIS) and feedforward neural networks (FFNNs). The
authors predicted the molecular weight of the biopolymer using enzymatic polymerization.
Tong et al. [206] characterized the dry shrinkage behavior and hydration of emulsified
asphalt composites in cement using a framework consisting of GANs and deep ANNs.
SEM images characterizing the hydration production and background in the microstructure
of the asphalt composites were generated using the GANs. Tong et al. [207] applied a DL
method to characterize the carbon fiber morphology distribution in carbon-fiber-reinforced
cement-based composites. A cascade deep learning algorithm and carbon fiber morphol-
ogy distribution results were used to predict the properties of carbon-fiber-reinforced
cement-based composites.

Choudhary et al. [208] presented a high-level overview of the challenges and prospec-
tive limitations of deep learning (DL) methods, followed by a detailed discussion of recent
developments of DL in spectral analysis, natural language processing, and materials imag-
ing. Wang et al. [209] explored and analyzed computational tools designed to address
complex challenges in characterizing the behavior of composite materials and enhancing
composite performance with reduced effort and cost.

5. Observation, Challenges, and Future Research Directions

In the previous sections, the published literature on the applications of artificial intelli-
gence (AI), especially machine learning (ML), and deep learning (DL) algorithms, in the
prediction of the properties of composite materials was presented. In the field of predicting
the mechanical properties of composite materials, artificial intelligence algorithms have
shown promise and have yielded valuable insights. According to the analysis presented
in the studies, traditional machine learning methods, such as support vector machines
(SVMs) and artificial neural networks (ANNs), have demonstrated impressive prediction
results in comparison to experimental measurements and numerical simulations. These
machine learning methods can effectively learn from limited experimental data and identify
nonlinear, multi-dimensional relationships without prior assumptions about their nature.
However, it is important to note that while traditional machine learning methods have
strengths, they also have weaknesses. Table 1 provides the strengths and weaknesses of
common traditional machine learning methods applied in predicting material properties.
Understanding these strengths and weaknesses aids in selecting the appropriate shallow
learning method for predicting the mechanical properties of composite materials.

The use of artificial intelligence, particularly machine learning methods, can play a
significant role in materials research by establishing relationships between a material’s
microstructure and its mechanical properties. However, the success of traditional machine-
learning-based methods in the prediction of the properties of composite materials is limited
for the following reasons: (1) Traditional machine learning methods require manual feature
extraction, which relies on prior knowledge and expert experience. This process can
be time consuming and may not fully capture meaningful features from large datasets;
(2) Traditional machine learning methods’ shallow structure limits their ability to effectively
capture complex relationships and interactions in highly nonlinear and multi-dimensional
material data, thereby restricting their applicability in handling such data; and (3) In
traditional approaches, feature extraction and prediction are designed separately, which can
lead to increased computational time and may restrict the overall prediction performance of
the models. This separation can limit the ability to fully exploit the underlying relationships
between the material’s features and its mechanical properties. In the context of materials
science, the term “features” pertains to physical and chemical characteristics that are
relevant to the properties and behavior of materials.
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Table 1. Strengths and weaknesses of common shallow learning methods in the prediction of
material properties.

Traditional ML Methods Strengths Weaknesses

Support Vector
Machine (SVM)

High prediction speed and
accuracy for small datasets

Ability to handle
high-dimensional data

Relatively memory efficient

Inefficient for large datasets
Not suitable for noisy data

k-Nearest Neighbor (k-NN)

Simple structure and easy
implementation
Robust to noise
Mature theory

Slow performance with
large-volume datasets

Computationally expensive
Poor performance with
high-dimensional data

Requires significant
storage space

Performance influenced by
the choice of k

Decision Tree
Easy to understand

and interpret
Good visualization of results

Prone to overfitting
Longer training period

Requires additional
domain knowledge

Random Forest

Easy to understand
and interpret

Low computational cost
Good performance with
high-dimensional data

Prone to overfitting

Artificial Neural
Network (ANN)

Parallel information
processing capability

High prediction accuracy
and speed

Effective approximation of
complex nonlinear functions

Suitable for relatively
large datasets

Computationally expensive
Prone to overfitting with

small datasets
Lack of transparency due to

the “black box” nature of
training procedures

Deep learning methods, as a specific type of machine learning, have gained atten-
tion due to their capacity for automated feature extraction from nonlinear and multi-
dimensional material data. These methods have been applied to predict the mechanical
properties of composite materials. Table 2 reveals the strengths and weaknesses of deep
learning methods applied in the prediction of material properties. Understanding these
strengths and weaknesses enables researchers and practitioners to make informed decisions
when selecting deep learning methods for predicting material properties.

Overall, artificial intelligence algorithms play a crucial role in predicting the mechani-
cal properties of composite materials. Both machine learning and deep learning approaches
aim to learn patterns and relationships from input material data to make accurate predic-
tions. Machine learning algorithms perform well in situations with limited data and offer
interpretable models. In contrast, deep learning algorithms are better suited for handling
extensive and intricate datasets, automating feature extraction, and capturing complex
relationships. It is important to note that understanding the strengths and weaknesses of
traditional machine learning and deep learning methods in predicting material properties,
as illustrated in Table 3, can provide additional valuable insights.
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Table 2. Strengths and weaknesses of common deep learning methods in the prediction of
material properties.

DL Methods Strengths Weaknesses

Convolutional Neural
Network (CNN)

Well-suited for
multi-dimensional data,

particularly images
Effective for extracting

relevant features
Excellent performance in local

feature extraction

Complex architecture,
requiring longer

training times
Requires a sufficient amount

of training data
Prone to overfitting

Recurrent Neural
Network (RNN)

Suitable for sequential
data analysis

Can capture temporal changes
and patterns effectively

Well suited for time
series data.

Difficult to train and
implement due to complex

architectures

Auto-Encoder (AE)

Easy to implement
Computationally efficient

Can learn enriched
representations

Requires a large amount of
training data

Ineffective when relevant
information is overshadowed

by noise
Performance can degrade if

errors occur in the
initial layers

Deep Belief Network (DBN)

Well suited for
one-dimensional data

Extracts high-level features
from input data

Performs well with complex
data without requiring

extensive data preparation
Pre-training stage removes the

need for labeled data.

Training can be slow due to
complex initialization and

computational expense
Inference and learning with
multiple stochastic hidden
layers can be challenging

Generative Adversarial
Network (GAN)

Efficient at generating
synthetic data with limited

training data

Difficult to train and optimize
Limited data generation

ability when training data are
extremely limited

Table 3. Strengths and weaknesses of traditional machine learning and deep learning methods.

AI Methods Strengths Weaknesses

Traditional machine learning
Accurate for small datasets
Requires less training time
Efficient CPU utilization

Less accuracy in the case of
high-dimensional data

Preprocessing is necessary
Requires highly

accurate preprocessing

Deep learning

Accurate for big data
Automatically extracts

relevant features
Preprocessing is not necessary

Requires big data for optimal
performance

Computationally expensive
and requires GPU acceleration

Highly complex
network architecture

Not easily interpretable
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While the machine learning and deep learning methods reviewed herein have shown
promise in predicting composite material properties, there are several challenges that re-
quire further investigation in this emerging interdisciplinary field. Some of these challenges
include.

• The effectiveness of artificial intelligence methods, particularly deep learning, in
predicting material properties relies heavily on the availability of high-quality and
comprehensive datasets. The development of accurate artificial intelligence models re-
lies on large and diverse datasets that encompass a wide range of composite materials,
manufacturing processes, and mechanical properties. However, such datasets may be
limited or difficult to obtain due to various factors such as proprietary information,
cost, and time constraints. Limited data availability can hinder the training and valida-
tion of artificial intelligence models, potentially leading to reduced performance and
generalizability. Consequently, there is a substantial demand for novel approaches
that can address the limitations of working with limited data.

• The quality and consistency of the available data can also pose challenges. Composite
materials encompass a wide range of compositions, structures, and manufacturing
techniques, resulting in variations in data quality and format. Inconsistencies in ex-
perimental methodologies, measurement techniques, and reporting standards can
introduce noise and biases into the datasets. Lack of standardized data collection proce-
dures can make it challenging to compare and integrate different datasets, potentially
affecting the accuracy and reliability of AI predictions.

• Compared to traditional machine learning models, designing the architecture of deep
learning models is still a challenging task. Deep learning models have numerous
hyperparameters, and selecting appropriate values for these hyperparameters can
significantly impact prediction accuracy and generalization ability. The absence of
standardized rules for hyperparameter selection presents a challenge when utilizing
deep learning for material properties prediction. The development of automated
methods or guidelines for more efficient and effective hyperparameter tuning in deep
learning models would contribute greatly to addressing this challenge in the prediction
of material properties.

• Deep learning models, although powerful in their predictive capabilities, often lack
interpretability. The black-box nature of these models makes it difficult to understand
the underlying features and mechanisms driving the predictions. This lack of inter-
pretability can limit the trust and acceptance of artificial intelligence predictions in the
prediction of material properties. Developing interpretable artificial intelligence mod-
els that provide insights into the relationship between input features and predicted
mechanical properties is an ongoing research challenge.

• Artificial intelligence models trained on specific datasets might struggle to generalize
to unseen data or different composite material systems. The transferability of artificial
intelligence models across different material compositions, fabrication techniques,
and environmental conditions remains a challenge. Ensuring robust and reliable
predictions across a wide range of composite materials requires careful consideration
of model architecture, feature representation, and transfer learning techniques.

• While artificial intelligence models can provide rapid predictions, it is essential to vali-
date their accuracy and reliability through experimental verification. The reliance on
experimental testing to validate artificial intelligence predictions introduces additional
time, cost, and resource requirements. Ensuring a strong correlation between predicted
and measured mechanical properties is crucial for establishing the trustworthiness
and practical utility of artificial intelligence models.

• Furthermore, many existing studies focus on the prediction of one or two mechanical
properties rather than the overall mechanical properties of composite materials. While
some studies have explored the prediction of multiple mechanical properties [210],
there is still a significant research gap in this area. Therefore, a crucial research direc-
tion for the future is to design effective models that can accurately predict multiple
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mechanical properties in a simultaneous manner. Developing such models would
provide a more comprehensive understanding of the material behavior and enable
engineers and researchers to make informed decisions across a wide range of mechan-
ical properties. This research direction holds great potential for advancing the field of
material properties prediction and its practical applications in various industries.

Given the challenges and limitations discussed earlier, there is a clear need for further
research that specifically focuses on the application of artificial intelligence in predicting
the mechanical properties of composite materials. This focused research could address the
following areas:

• Due to the limited availability of large datasets for composite materials, research could
be conducted to explore data augmentation techniques specific to composite mate-
rials. This could involve generating artificial data using physics-based simulations,
generative models like generative adversarial networks (GANs), or incorporating
domain knowledge. Data augmentation can help increase the diversity and size
of the training datasets, improving the generalization and performance of artificial
intelligence models.

• Combining artificial intelligence techniques with physics-based models could be a
promising research direction. Hybrid modeling approaches can leverage the strengths
of both data-driven artificial intelligence models and mechanistic models in order to
improve accuracy and interpretability. Integrating physics-based models with artificial
intelligence models can provide a better understanding of the underlying mechanisms
governing the mechanical behavior of composite materials.

• Composite materials exhibit complex hierarchical structures, and their mechanical
properties depend on interactions at multiple length scales. Future research can focus
on developing artificial intelligence models that can capture and predict mechanical
properties at different scales, from micro to macro levels. Multi-scale modeling ap-
proaches, such as coupling artificial intelligence models with finite element analysis or
molecular dynamics simulations, can facilitate accurate predictions across different
length scales.

• Enhancing the interpretability of artificial intelligence models for predicting the me-
chanical properties of composites is an important research direction. Developing
techniques to explain the underlying factors influencing predictions, such as feature
importance analysis or attention mechanisms, can increase the trust and adoption
of artificial intelligence models. Explainable artificial intelligence (XAI) can provide
valuable insights into the structure–property relationships of composite materials and
facilitate knowledge discovery.

• Collaborative efforts between artificial intelligence researchers and experimentalists
are essential to validate and refine artificial intelligence predictions. Integrating artifi-
cial intelligence predictions with experimental validation can help assess the accuracy
and reliability of the models. Researchers can collaborate with experimentalists to
design validation experiments, compare the predicted mechanical properties with
actual measurements, and iteratively refine the artificial intelligence models.

• Composite materials encompass a wide range of material systems, such as fiber-
reinforced composites, polymer matrix composites, and ceramic matrix composites.
Future research can focus on developing domain-specific artificial intelligence models
tailored to the unique characteristics and challenges of each material system. This can
involve designing specialized architectures, feature representations, and training strate-
gies that are specific to the properties and behaviors of different composite materials.

In summary, specific recommendations include the selection of appropriate algorithms
based on data availability and complexity, the integration of domain knowledge, and the
exploration of interpretability techniques. Further research is needed to address challenges
related to interpretability, data quality, transferability, and uncertainty quantification in
order to advance the field of artificial intelligence in predicting mechanical properties of
composite materials.
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6. Conclusions

This paper provides a comprehensive review of recent advancements in the applica-
tions of artificial intelligence (AI) methods, particularly traditional machine learning (ML)
and deep learning (DL), for predicting the mechanical properties of composite materials.
The review began with an introduction and proceeded to provide a concise examination and
analysis of recent studies to have employed machine learning and deep learning methods
for predicting the key mechanical properties of various engineering materials. The basic
principles, strengths, and weaknesses of each method were also discussed. Based on the
available literature, machine learning and deep learning methods have demonstrated the
precise prediction of the key mechanical properties of composite materials. However, the
effectiveness of these methods depends on the availability of data and the performance of
the learning algorithms. Finally, the paper summarized and discussed the main challenges
encountered in the field, along with potential research opportunities and future directions.
Overall, this review serves as a valuable reference for individuals seeking to comprehend
and advance the development of AI methods for predicting material properties.
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