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Abstract: Computational methods in fluid research have been progressing during the past few
years, driven by the incorporation of massive amounts of data, either in textual or graphical form,
generated from multi-scale simulations, laboratory experiments, and real data from the field. Artificial
Intelligence (AI) and its adjacent field, Machine Learning (ML), are about to reach standardization in
most fields of computational science and engineering, as they provide multiple ways for extracting
information from data that turn into knowledge, with the aid of portable software implementations
that are easy to adopt. There is ample information on the historical and mathematical background of
all aspects of AI/ML in the literature. Thus, this review article focuses mainly on their impact on fluid
research at present, highlighting advances and opportunities, recognizing techniques and methods
having been proposed, tabulating, and testing some of the most popular algorithms that have shown
significant accuracy and performance on fluid applications. We also investigate algorithmic accuracy
on several fluid datasets that correspond to simulation results for the transport properties of fluids
and suggest that non-linear, decision tree-based methods have shown remarkable performance on
reproducing fluid properties.

Keywords: artificial intelligence; machine learning; fluid flows; computational fluid dynamics;
fluid mechanics

1. Introduction

Research in fluids spans over a wide range of sizes, from quantum to continuum, and
time scales, from picoseconds to hours or more. Traditionally, there have been distinct
groups to investigate phenomena at each scale. Multiscale simulation approaches, fueled by
high-performance computing architectures, are now a fact, bridging distinct research fields
in common platforms. Physics-based descriptions are essential in understanding fluid
behavior, as, most of the times, the electronic and atomic properties of the substance affect
its overall behavior. Advances in material science have also made possible the conduction
of laboratory experiments close to the atomic scale with increased accuracy, while industrial
and large-scale research is constantly providing real-case data to guide the research.

1.1. Data Science

Computational science has gone through various stages, from empirical methods
to the model-based theoretical paradigm, and the computational third paradigm. Our
ability to collect data from various procedures has gone beyond our understanding of it.
At present, new techniques and approaches have arisen through the data-driven fourth
paradigm, capable of overcoming the limitations of its traditional predecessors [1], based on
developing accurate predictions and discovery-based data mining tools on huge datasets.
Mathematical modeling, experiments, and computer simulations are three traditional
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scientific development models that are supported by the fourth paradigm and the evolution
of computer science, high-performance computing, ML, and data mining methods [2].

Data used nowadays for physical sciences may be categorized as: (a) material proper-
ties from experiments and simulations (physical, chemical, structural, thermodynamics, dy-
namics, etc.), (b) chemical reaction data (reaction rate, reaction temperature, etc.), (c) image
data (scanning electron microscope images of materials, photos of material surfaces, etc.),
and (d) data from the literature [3]. These data are discrete (e.g., texts), continuous (e.g.,
vectors and tensors), in the form of weighted graphs, or image/video data that represent a
phenomenon in graphical form. Derived from different sources, it may be of importance
to select and weight experimental and simulated datasets as a prerequisite step in the
development of thermodynamic property models [4].

1.2. AI/ML in Fluid Research

AI has entered fluid research and led to an explosion of relevant publications that
tried to bind together innovative algorithms with human perception [5]. ML is a branch of
AI that entails statistical approaches to analyze and build algorithms trained on data and
generate predictions about data. It is generally classified into supervised and unsupervised
learning, where supervised learning refers to finding predictions for labeled data, while
unsupervised learning is used for unlabeled data. During supervised learning, training
data provide the knowledge to map inputs to outputs. In unsupervised learning, possible
patterns of input data have to be explored first [6]. Some also categorize Reinforcement
Learning (RI) as the third ML branch. In RL, training data are not necessary, the model tries
to create its own data on the fly and the model is self-trained to improve its accuracy [7].

These ML methods were applied to address many challenges in fluid research, such
as statistical processing of experimental data, turbulence modeling, material properties
extraction, control pipelines, to mention a few, overcoming the inherent computational
burden and/or expensive experimental setups. From another point of view, ML might
be seen as a new approach to address traditional fluid mechanics problems in a different
way [8]. ML can make predictions for a fraction of the cost of the initial computation time
without sacrificing accuracy [9] and can be more computationally efficient as compared
to physics-based numerical simulations [10]. Moreover, it can capture data behavior
while eliminating irrelevant features, and explain the predictions to devise explainable
techniques [11]. The algorithms inferred follow a decision process and make predictions
that are usually validated by the same dataset [12]. Traditional numerical approaches often
range between prediction accuracy and computational efficiency. However, due to the high
computational cost, simulations are limited to small systems, for a small duration, in order
to produce findings, close to those obtained in experiments.

The successful application of ML in fluid research is based on six main components:
(i) data quality and quantity, (ii) finding input features that can appropriately describe the
process, (iii) implementing a validation scheme for the model, (iv) ensuring explainability
for the model [13,14], and, in another direction, (v) replacing conventional simulations
and reaching predictions at only a fraction of the initial computational cost, without
cutting down the accuracy, and capturing important aspects of the data while discarding
inessential details, (vi) continually generating high-quality training data [15] by using ML
in conjunction with the experiment [16]. The use of the two together complimentarily is
what can progress the material discovery.

However, big data availability does not always mean that data are ready to process and
analyze. It is a fact that ML is faced with sparse data, due to the high-dimensional space,
geometrical implications, boundary conditions, and nonlinear aspects of fluid mechanics.
The term “Intelligent Fluid Mechanics” (IFM) has emerged [17], along with the concept
of physics-informed neural networks (PINNs), where the underlying flow physics has
entered the ML process to strengthen that traditional black-box model consideration [18].
Current trends also include advances in symbolic regression techniques, where symbolic
expressions are extracted from data without prior knowledge of the inferred system and,
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along with statistical learning, dive deep into the physical meaning of data. Physics-based
data descriptions are now a fact [19].

1.3. Reviews and Perspectives on Fluid Research and ML

A number of new reviews and perspectives regarding ML and fluids have been pub-
lished lately. A historical review, spotting past and current developments, along with
predicting the future in fluid mechanics, is made by Brunton et al. [20]. ML algorithms are
grouped into the three main categories (i.e., supervised, unsupervised, semi-supervised),
and characteristics are given, while, emphasis is placed on statistical optimization tech-
niques, Bayesian inference, and the Gaussian Processes. Brenner et al. [8] highlight the need
for incorporating quantitative and qualitative training data in various ML applications. It
is also stated that ML should be used in conjunction with human intuition and physical
reasoning to address the principles of fluid mechanics.

Physics-based decisions are the driving force for trustworthy ML. To embed physical
knowledge on the models, researchers are advised to carefully choose model/problem
and available data, decide on the proper architecture, design loss functions to quantify
performance and guide the learning process, and, finally, implement an optimization
method to minimize the loss function over the training data [21]. For applications on fluid
thermophysical properties, where data are usually sparse and subject to uncertainties,
physical knowledge is also the key to dealing with this. Moreover, ML can serve as a data
analysis tool and help to create physical insights and improved understanding to overcome
the “black-box” nature of ML models [22].

Technical directions on characterizing fluid flow in pipes are given in the review of
Arief et. al, referring to multiphase flows controlled by sensor data [23]. Classical compu-
tational methods, such as the speed of sound estimation and Joule–Thomson coefficient,
are used in conjunction with ML algorithms (Convolutional Neural Networks, Support
Vector Machines, Ensemble Kalman Filter). Turbulence modeling is also a popular research
field in current ML applications, where the primary focus has been the exploration of new
routes to parametrize unresolved scales in complex flow configurations at high Reynolds
numbers. Pandey et al. [24] argue about the connection of big-data analysis, as driven by
the research in astronomy and astrophysics, with data analysis in turbulence, suggesting
that fluid research can benefit significantly from similar AI applications. Industrial applica-
tions can also benefit from large datasets, more advanced ML algorithm techniques, and
higher computational power. To obtain data from the field, better sensors with higher data
acquisition rates and higher resolution would be an asset, along with new data compression
techniques to handle huge datasets [10].

1.4. Aim and Objectives

Taking in mind all directions and perspectives presented in the current literature, in
this review, we wish to complement the discussion on ways to explore and benefit from AI
and ML in the multifactorial field of fluid research. At first, we cover issues concerning
trends and methods used in fluid flows to bridge among scales and provide new insight
into multiscale modeling with embedded ML calculations. As a vast number of simulations,
experimental, and data from the field are gathered in various databases, we describe the
process of fluid properties extraction from the microscopic to the macroscopic level with
ML. We also emphasize the concept of extracting physics-based descriptions to solve PDEs
and cover all the latest fluid research on turbulence modeling and other CFD fields. Finally,
we performed an algorithmic investigation for a number of well-established ML algorithms
that were incorporated in fluid research and concluded their performance by investigating
a simulation dataset related to the transport properties of fluids. Results have shown that
decision-based algorithms perform better on fluid datasets with non-linear behavior. Then,
finally, we highlight the fact that, by keeping pace with physical knowledge gathered
through extensive research on fluids throughout the years, AI and ML can be means of
enriching our computational “reservoir” to tackle existing and unresolved problems.
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2. Bridging across Scales

The behavior of an atom in a molecule, liquid, or solid is governed by the force it
experiences. If the dependence of this force on the atomic chemical environment can be
learned accurately by exploiting big-data techniques, then this capability can be harnessed
to speed up simulations [25]. Starting from the “bottom”, ML was used to extract classical
potential energy surfaces (PES) from quantum mechanical (QM) calculations, in order to
efficiently perform Molecular Dynamics (MD) simulations that take into account quantum
effects [26]. Moreover, ML can be used to generate samples from the equilibrium distribu-
tion of a molecular system without performing MD altogether, as proposed in the recently
introduced Boltzmann Generators, a method based on training on the energy function
of a many-body system able to provide unbiased, one-shot samples from its equilibrium
state [27].

MD simulations following the Born–Oppenheimer (BO) approximation have become
the atomistic modeling standard nowadays and fluids are no exception [28,29]. The main
steps include the construction of the PES as a function of the positions of the nuclei so that
the calculation of most thermodynamic properties becomes possible [30]. On the other hand,
Quantum Mechanics (QM) approaches have the benefit of being derived from fundamental
physics and are thus accurate for a wide variety of systems, and the incorporation of the
density functional theory (DFT) decreases their computational demand. However, their
applicability refers only to smaller time and length scales.

This is where ML has found a receptive field to beat computational barriers. For
example, Bayesian techniques, with the aid of experimental measurements, can formulate
Schrodinger’s equation for efficient quantum dynamics calculations [31]. Moreover, current
research efforts have developed alternative approaches to calculating the PES known as
interatomic potential models or force fields (FFs) [32]. The potential energy of a system
is seen as the sum of bonded (e.g., bond stretching, angle bending, dihedral torsion)
and nonbonded (e.g., van der Waals) atomic interactions to construct an FF model, with
partial contributions being calculated from positions, charges, and relative orientations.
The Gaussian Approximation Potential (GAP) model was successfully applied to build
the potential for liquid methane (CH4), which is a difficult task when approached from
first principles because its behavior is dominated by weak dispersion interactions with a
significant many-body component [33].

Multiscale modeling can integrate ML to create surrogate models to bridge between
the scales [34], as can be seen in Figure 1. Till now, MD simulations have managed to reach
a system size of twenty trillion atom simulations, but, still, this is far from representing a
real system [35]. Research has shown that the construction of ML interatomic potentials
(MLIPs) trained over ab initio MD (AIMD) trajectories could enable the design of an
efficient first-principles multiscale modeling, joining the power of DFT with classical MD
and continuum simulation methods. To this end, a complex system would be investigated
with first principles precision, at no additional computational cost [36].

By learning the dynamics across scales, one at the deterministic macroscale and the
other at the stochastic microscale regime may significantly reduce computational effort
and time [37]. Techniques were proposed to reduce the number of simulations at the
lower scales with the incorporation of the Dissipative Particle Dynamics (DPD) mesoscale
method. Data from one physical quantity are used to predict other unobserved quantities
and correlate them with aid of Deep Neural Networks (DNNs) [38]. In another example,
a DPD model is bound with the Gaussian Process Regression and Discrete Elements
Method to investigate the self-diffusion coefficients of colloids, suspension rheology, and
microstructure [39]. Another popular mesoscale particle simulation method, Smoothed-
Particle Hydrodynamics (SPH) [40,41] was bound to ML by utilizing experimental data for
hydrodynamics modeling, suggesting an integrated framework for studying the rheological
properties of complex fluids [42].
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In addition to atomistic force fields, it was recently shown that, in the same spirit,
effective coarse-grained models can be developed by ML [43] and their data projection can
be exploited to parameterize upper-scale models in the form of nonlinear PDEs consistent
with a continuum theory [44]. It was also shown that parametrization of the traditional FFs
for various materials with ML, based on the use of kernel-based methods that incorporate
physical symmetries [45], can be exploited to construct coarse-grained (CG) systems in
order to bind accurate but computationally expensive ab initio methods with approxi-
mate but computationally cheap CG methods [46]. A DNN is incorporated to learn the
relationship between the radial distribution functions (RDFs) of simple liquids at various
thermodynamic states (ρ, T) with LJ potential parameters [47]. Training data is generated
by MD and the knowledge is transferred to coarse-grain simple multiatom molecules, with
bonded and nonbonded interactions, into a single LJ particle. Details on LJ parameters are
given in Section 6.

However, we should always have in mind that fluid research is conquered by many
physical principles that restrict the possible ML predictions to those that have a physical
meaning [48].

3. Fluid Properties Extraction

Extraction of fluid properties from microscopic calculations has always been a matter
of research. Although experimental techniques are the traditional road to acquiring fluid
properties, they may be hindered in cases of complex or expensive experimental setups and
extreme conditions (e.g., high temperature or pressure). Based on relations from statistical
mechanics, empirical relations that have matured over the years, and exploiting MD
simulation results, the accuracy of the thermodynamic properties obtained is comparable
with those obtained experimentally [49,50].

Data available to the research community has faced a breakdown since the introduction
of the Materials Genome Initiative in 2011, aiming to foster material research with data
exploitation [51]. In this framework, various electronic databases and journal datasets,
containing the calculated properties of existing and hypothetical materials were created
and are available online [52–55]. These efforts have made available a vast number of
high-quality computational and experimental physical science data. As a result, a thorough
data investigation for structure, patterns, and functional relationships arising from various
processes and activities is of critical importance. Finding relationships could lead to novel
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applications for fluid research, such as, for example, the discovery of water splitting for
hydrogen production [56].

The Lennard-Jones (LJ) fluid [57] is usually incorporated in fluid simulations at the
atomistic level as the theoretical basis to investigate and calculate physical properties in
terms of speed and convenience. For example, the RDF is determined by ML methods. In
simple fluids that are dominated by pairwise interactions, structurally based macroscopic
observables can be expressed using standard thermodynamic relations containing the RDF.
Therefore, once a functional form for the RDF is known, it provides a direct route to generate
the thermodynamic properties of the LJ system [15]. The use of different ML models to
predict diffusion rates for a well-defined Lennard-Jones (LJ) fluid is also explored [58].
Current studies have shown that symbolic regression techniques, an ML method that is
based on genetic programming and proposes analytical expressions to predict the system’s
behavior [59], have also given extraordinary results on diffusion coefficient predictions [19].

In water research, density, vaporization enthalpy, self-diffusion coefficient, and viscos-
ity, were obtained from a number of MD simulations that provided the training data to feed
a neural network [60]. A general ML framework based on support vector regression (SVR)
for predicting the PVT properties of pure fluids and their mixtures is presented in [61].
More properties that can be calculated with ML modeling include solubility prediction in
organic solvents and water [62], the prediction of melting points [63], density and viscosity
of biofuel compounds [64], FCC diffusion barriers [65], and more.

A general framework for fluid properties extraction is presented in Figure 2.
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4. Physics-Based CFD

Computational Fluid Dynamics include numerical techniques that aim to increase the
speed of fine-grid simulations, develop turbulence models with different levels of fidelity,
and produce reduced-order models (ROMs). Proper Orthogonal Decomposition (POD) and
Galerkin Projection techniques are among those used to create ROMs. These methods are
sensitive to parameter changes and lack robustness, in a way that they cannot account for
transient or multi-scale phenomena [66,67]. ML techniques were used in conjunction with
PODs to reduce the system’s dimensionality [68]. Fluid behavior is mainly approached
by the Navier-Stokes equations, but solving these equations remains challenging, as it
demands increased computational cost to acquire fine spatiotemporal features.

By incorporating ML methods, such as DNNs, the equations can be solved on coarser
grids by replacing the components mostly affected by the resolution loss with better
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performing learned alternatives, such as learned solvers, learned interpolation, and learned
correction. This hybrid approach combines physical intuition with data science, and this can
be the pathway to generalization [69]. It has become common sense that in high-resolution
grids, complex network architectures, such as convolutional neural networks (CNNs) are a
powerful tool to handle big data [70].

Physics-Informed Neural Networks (PINNs) are currently becoming a standard in
computational science. This concept was introduced to describe a class of universal func-
tion approximators, capable of encoding the underlying physical laws behind a given
dataset [18], and their current advancement has brought the conservative PINNs (cPINNs)
and extended PINNs (XPINNs), which employ domain decomposition in space and in
time-space, respectively [71]. Prediction capabilities of DNNs keep pace with the physical
conservation laws of momentum, mass, and energy, in metal thermal-fluid flows, trained
by FEM simulation data and ensuring minimum loss [72].

Another application is based on the sparse regression technique, where the terms of
the governing PDE that most accurately represent the data from a large library of potential
candidate functions are calculated. In a Eulerian or a Lagrangian framework, the method
proposed in [73] is capable of rediscovering a broad range of physical laws, e.g., Navier–
Stokes, from time-series data. Physical laws originating from the Navier–Stokes equations
were accurately harnessed, as well, by Hidden Fluid Mechanics (HFM), a physics informed
deep learning framework that gives pressure and velocity fields in 2D–3D flows, even in
cases where direct measurements may not be possible [74].

Particle fluid simulations can also be accelerated by embedding ML. For example,
the derivation of a kinematic equation for finite-size particles that combines ML and
physical explanation was proposed [75]. It is based on training the model to learn the
mismatch between the implied dataset and an imperfect model containing the physical
information. Generalization is achieved as such methods are not restricted by particle size
and experimental data can be accurately incorporated and extrapolated in regions where
they are not available.

For multiphase flows, hybrid-ML applications were developed and showed a promis-
ing solution to model flow behavior. The main objective here is the prediction of flow
patterns by using pressure drop data. In a purely data-driven manner, neural network
techniques were employed [76], while, in hybrid physics-based and data-driven ML, better
accuracy and deeper understanding of the model were achieved [77]. NN techniques were
further exploited to create coarse-grained CFD models for Thermal Hydraulics, for the
design and safety of Nuclear Power Plants [78]. Purely data-driven techniques were further
incorporated for fluid flows in porous media. Artificial neural networks have been the
usual choice for training and prediction for a variety of problems in petroleum engineering,
in CO2 geological sequestration, and permeability prediction [79,80].

Reynolds Averaged Navier Stokes (RANS) turbulence models are probably the most
demanding computational field in CFD. In the last decade, DNNs have become the domi-
nant method to cope with them, and performance gains are now achieved over competing
state-of-the-art methods [81]. The incorporation of the XGBoost algorithm has also given
accurate predictions in turbulence simulations [82]. An ML-PDE, coarse-grained strategy
on a two-dimensional turbulent problem has resulted in corrected solution trajectories that
were consistent with the solutions computed at a much higher resolution in space and
time [83]. Moreover, new ML-based reconstruction techniques were developed, capable of
estimating fluid flow fields from limited measurements, which can be a valuable technique
when dealing with small data applications [84].

The new pathway to understanding complex fluid flows goes through visualization.
High-resolution images are exploited to extract and calculate system properties through
specialized DNN architectures, such as density, velocity, and vorticity. In terms of program-
ming effort, DNNs are able to capture complex features of the system under investigation,
as long as GPU or CPU clusters are carefully used in a parallel procedure [85].
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It becomes clear that when CFD is combined with ML methods, it is possible to
improve simulations without sacrificing accuracy and generalization. On the other hand,
it should be pointed out that ML is not a one-for-all solution. It is a fact that complex ML
methods, such as DNNs, are hard to implement and do not function with small datasets,
as, for example, limited data acquired from an expensive or time-consuming experiment.
Thus, it is of importance to spot fields where classical numerical methods are more accurate
and efficient [86].

5. Algorithms for Fluid Flows

Next, we present the most common ML algorithms which were successfully incor-
porated in fluid investigation. We point out that these are not the only algorithmic im-
plementations used in fluid (or, materials, in general) research, nevertheless, we chose
an indicative set that has been widely referred to in the literature. More specifically, we
employ the regression version of Multiple Linear Regression (MLR), Lasso, Ridge, Support
Vector Machines (SVM) in three different instances, the Gaussian Process (GPR), k-Nearest
Neighbors (k-NN), Decision Tree (DT), Random Forest (RF), Gradient Boosting (GB), and
Multi-Layer Perceptron (MLP). In graphical form, these are shown in Figure 3. We excluded
Deep, Convolutional, and Recurrent Neural Network approaches from this study since
they demand complex implementations and can be seen as a distinct field of research for
huge datasets and/or graphical data analysis. DNNs are expected to have a central role in
future molecular representations with chemical information [87].
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Figure 3. ML algorithms incorporated in fluid research—indicative list. (a) Multiple Linear Regres-
sion, (b) Ridge Regression, (c) Lasso regression, (d) Support Vector Regression, (e) Decision tree.
Random Forest and Gradient Boosting are also based on this tree-model, (f) Neural Network for the
Multi-Layer Perceptron model and (g) the k-Nearest Neighbors idea, where neighboring points are
considered to belong to the same class.

5.1. Multiple Linear Regression

In a simple regression model, if Y is the predicted variable, X is the input variable, b is
the bias term and w is the weight of the variable, then

Y = wX + b (1)
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For a set of n independent input variables (e.g., the regressor), the multiple linear
regression model (MLR) is

Y =
n

∑
i=1

wiXi + b (2)

In the above expression, w1, w2, . . . , wn are a set of unknown parameters, representing
the impact of the respective X1, . . . . . . , Xn independent inputs on the dependent variable
Y and b is the bias term which equals the unknown error imposed in the model.

5.2. Ridge Regression

The ridge regression method was introduced in order to overcome poor predictions
when linear regression fails to capture data behavior. In cases where data have many or
highly correlated variables, then the Ordinary Least Squares (OLS) parameter estimates
have low bias but high variance, which leads to high Mean Squared Error (MSE) values [88].
This fact makes the OLS method unreliable. Regularizing methods, such as ridge regression,
are accoutering to counter this undesirable case [89].

Ridge regression shrinks the regression coefficients by imposing a penalty on their
size. The coefficients minimize a penalized residual sum of

β̂ridge = argmin
N

∑
i=1

(
yi − β0 −

p

∑
j=1

xijβij

)2

(3)

subject to ∑
p
j=1

(
β j
)2 ≤ t, where t is related to the amount of shrinkage.

In ML linear regression, a common problem is the fact that it needs a higher number
of training samples than the number of features, while ridge regression may function with
fewer training samples needed to achieve acceptable results [90,91]. Ridge regression was
successfully used for materials science, in predictions of liquid quality and craniofacial
reconstruction algorithms, among others [92–94].

5.3. Lasso Regression

The least absolute shrinkage and selection operator (Lasso) regression method is
another linear-based method that resembles ridge, with subtle but important differences. It
imposes a constraint on the model parameters, which “shrinks” the coefficients towards
zero. In this way, the sum of the absolute value for OLS coefficients is forced to be less than
a fixed value. It tries to select a small predictive feature subset out of a high dimensional
and is considered an effective technique for shrinkage and feature selection [95]. The Lasso
estimate is given by [96]

β̂lasso = argmin
N

∑
i=1

(
yi − β0 −

p

∑
j=1

xijβij

)2

(4)

subject to ∑
p
j=1

∣∣β j
∣∣ ≤ t.

In Figure 3b,c, the ridge and the Lasso regression are depicted for a general case. The
residual sum of squares is shrunk by a factor

∣∣β j
∣∣ for Lasso and β j

2 for ridge. A detailed
discussion on the methods can be found in [96].

Lasso was applied, among others, to predict fluid flow in porous media [97], oil flow
rate [98], and flow-field reconstruction from sparse data [99].

5.4. Support Vector Machines

Support Vector Machine (SVM) is an effective classification and regression analysis
method that could, under certain circumstances, replace artificial neural networks in
fluid research [100]. SVM incorporates kernel functions that map the input to a higher
dimensional feature space through kernel functions, such as Linear, Polynomial, or Radial
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Basis Functions. Although computationally demanding, SVM does not depend on the
dimensionality of the input space and can be easily generalized. It further provides the
opportunity to select the error margin [101]. In fluid research, the SVM approach was
recently implemented in the areas of hydrology and river flow forecasting [102].

5.5. Gaussian Process Regression

The Gaussian Process (GP) is a non-linear regression method that predicts the values
of an unknown function by using input data as evidence. It may deal with noisy data and
can estimate the uncertainties involved in their predictions [103]. Its basis comes from the
Bayesian probability theory and is closely connected to other regression techniques.

It was successfully introduced in the construction of the GAP model and has found
many applications in many computational demanding problems in materials science. A
very interesting review with all related theories and applications can be found in [104].

5.6. k-Nearest Neighbors

The k-Nearest Neighbor (k-NN) algorithm does not need parameters to operate and
can be used for classification and regression tasks [105]. The classifier in the (k-NN)
algorithm selects k training marks that are close to a test data point x and predicts the
approach that relies on these training sets. The Euclidean distance metric is used to compute
the distance between test and training data points. After grouping the calculated distances
from the lowest to the highest, the most prevalent outcome from the first k rows is the
predicted result [106]. The prediction begins when the k-value is chosen, and the regression
probability is averaged for the k-Nearest Neighbor. The prediction’s result can then be
computed using

g =
1
k

k

∑
i=1

gi (5)

where gi is the ith sample size of data and g is the result of query point prediction [107].

5.7. Decision Trees

The Decision Tree (DT) is a supervised ML algorithm that creates a tree-like conceptual
framework from training data. It is reminiscent of a flowchart. Each node represents a test
on a feature, and each branch represents the result of the test. The DT model’s response
is predicted by following the decisions from start to end node [106]. The feature space is
partitioned recursively based on the splitting attribute. Each final region is assigned a value
to estimate the target output. The tree can be represented as a function [108]

FΘ(x) = ∑
l∈leaves(T)

θl Il(x) (6)

The DT algorithm was successfully employed in fluids and material research to detect
water pipes that are imminent to fail [109] and to predict thermoelectrically materials
scale [6]. It is considered an easy choice to use, but it is often used along with other
methods as data may be overfitted [110].

5.8. Random Forest

Random Forest (RF) is a multiple decision tree supervised ML algorithm. The tree
classifiers are randomly chosen from the given input features and generate decision trees
from the training dataset with replacement using the bootstrap method. The RF algorithm
operates in two steps: the forest is generated in the first step, and prediction is performed
at the second step using the rule generated in the first step. There is a solid correlation
between accuracy and the number of trees in the forest, which means that more accurate
outcomes can be achieved by increasing the number of trees in the forest. As it reduces the
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problem of overfitting, RF is thought to be superior to a single decision tree. The best output
of the model is obtained by averaging the outcomes of individual decision trees using

Y =
1
B ∑b

j=1 Yb
(
X′
)

(7)

where each decision tree is indicated by Yb and is trained on X′ unknown scenarios.
The symbol B stands for the number of decision trees. This algorithm’s operation

begins with the selection of a sample number, after which a decision tree is constructed for
each sample. Following that, each decision tree predicts the outcome based on the given
input parameters, and voting is used to select the best one from all the predicted results.
Eventually, the final prediction result is determined by a majority vote. The bootstrap
procedure does not select approximately one-third of the database. This is typically referred
to as out-of-bag data. This out-of-bag data is then used by the trees to domestically validate
the states, increasing accuracy, and improving RF performance [1,2].

RF algorithms are applied in many scientific studies, and especially in fluids, they have
shown remarkable performance, such as the prediction of slip lengths [111] and diffusion
coefficients [112].

5.9. Gradient Boosting

Gradient Boosting (GB) is yet another effective method for dealing with nonlinear
classification and regression problems. In this method, a group of base learners (simple
algorithms) is combined to create a strong learner that can solve a specific problem. Among
the most renowned GB tweaks is to use regression trees as base learners, which is known
as Tree Gradient Boosting. The primary objective of gradient boosting, provided a training
dataset D, is to figure estimation of the function F(x), which maps variables x to their output
values y, by diminishing the expected value of a given loss function, Fm(x) = L(y, F(x)).
Gradient boosting generates a weighted sum of functions as an additive estimation of
F(x) as

Fm(x) = Fm−1(x) + pmhm(x) (8)

where pm is the weight of the mth function, hm(x). If the iterative process is not properly
regularized, this algorithm may suffer from over-fitting [113]. GB algorithm and its tweaks
are summarized as high-quality predictors in heat transfer of oscillating heat pipes [114], as
oil flow rate predictors from a simple subsea production system [115], and great performers
in the diagnostic classification of cancers [116].

5.10. Artificial Neural Networks

Artificial Neural Networks have taken many forms in the past years and are widely
incorporated in the case of big data applications. They are based on the Perceptron, the
digital analog to a biological neuron. The Multi-Layer Perceptron comprises internal layers
between input and output nodes, increasing the complexity, but, on the other hand, is
trained efficiently to achieve better statistics. The number of hidden layers is usually
determined by trial and error.

Furthermore, the essence of these models enables them to confront nonlinear predic-
tion problems. This method depends on discovering the ambiguous connection in the
process to learn the problem-solving method for achieving the output. For this objective, a
massive quantity of data is used in the training step, and the proper output is calculated
using the connection discovered through that stage. A neuron K can be expressed by the
following two Equations as

yk = f (uk + bk) (9)

uk =
N

∑
i=1

wkixi (10)
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where x1, x2, . . . , xn are the input data, wk1, wk2, . . . , wkn are the neuron’s connection
weights, uk is the linear output of the linear combination of weighted inputs, bk is the bias
term, f is the activation function, and yk is the neuron’s output data (signal).

5.11. Symbolic Regression

The process of understanding physical problems usually goes through a well-defined
mathematical equation, which can be interpretable and generalizable to extract meaningful
information [117]. A core challenge for both physics and ML is symbolic regression (SR):
finding a symbolic expression that matches data from an unknown function [118], by
incorporating mathematical operators from infinite space, without prior knowledge of the
system’s behavior.

The advantage of SR over other ML models is that it provides analytic expressions
which can be readily generalized, and which facilitate the understanding of the underlying
physics, with decreasing likelihood of overfitting. This is particularly applicable to the
fields of physics and material science, as most of the physical laws, when expressed as
equations, are relatively mathematically simple [119]. It also has the potential to replace
black-box ML models with simple and accurate symbolic equations.

One of the downsides of SR, however, is that the dimensionality of the input space
needs to be relatively small [120]. High data dimensionality makes the model search space
far too large for any purely data-driven approach to be tractable [121] and, sometimes, the
space of candidate equations is huge increasing the complexity of the proposed expression.

5.12. Performance Metrics

Calculations on error statistics that define the success of an algorithm under investiga-
tion method usually refer to R2, MSE, and MAE, as shown in Equations (11)–(13).

The R2 is calculated from the formula:

R2 = 1−
∑N

i=1
(
Yexp.,i −Yexp .

)2

∑N
i=1

(
Yexp.,i −Ypred.,i

)2 (11)

where Yexp. is the mean value of the expected output.
The Mean Squared Error (MSE):

MSE =
1
n

n

∑
i=1

(
Yi −Y

)2 (12)

where Yi = Yexp.,i −Ypred.,i and Y = 1
n ∑n

i=1 Yi.
The Mean Absolute Error (MAE) is:

MAE =
1
n

n

∑
i=1

∣∣Yi −Y
∣∣ (13)

6. Comparative Investigation

In this work, 12 regression algorithms were implemented in order to assess their
behavior on fluid simulation datasets and investigate applicable fields in fluid investigation
cases. Datasets employed refer to simulation results for LJ fluid transport properties,
such as the diffusion coefficient, shear viscosity, and thermal conductivity for bulk and
confined systems.

The LJ 12-6 potential is given by

uLJ = 4ε

( σ

rij

)12

−
(

σ

rij

)6
 (14)
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where the cut-off radius is rc = 2.5σ. Values of the characteristic length and energy, σ and ε,
and the masses of the particles are σf = σw = 0.3405 nm (w: wall and f : fluid),ε f /kB = 119.8K,
and m = 39.95 a.u. More details can be found on [122].

The transport properties for the bulk fluids are given for density–temperature (ρ-T)
inputs that cover a wide range of fluid phases, from gas to dense fluid [123–125]. The
confined transport properties refer to Poiseuille-flow model parameters, such as the distance
between the plates (h), the interaction ratio between wall/fluid particles (εw/ε f ) and the
external force that drives the flow (Fext), which is the equivalent of the driving pressure
used in MD simulations [126]. Datasets can be found from the respective references.

Although being investigated for the theoretical LJ fluid model, these results could be
easily extrapolated to real pure fluids [127], providing a macroscale value for the three
transport properties, extracted from microscopic calculations.

During preprocessing, the dataset is divided into training points to feed the ML models
and testing points to validate predictions (80/20). The normalization stage removes the
mean and scales to unit variance according to

−
x =

x− xmean

xstd
(15)

The two models investigated here are shown in Figure 4. For the Poiseuille flow model,
input parameters are the εw

ε f
ratio, the distance between the plates, h, and the external force

that drives the flow, Fext. In both systems, the outputs are the diffusion coefficient, the shear
viscosity, and the thermal conductivity.
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Figure 4. The datasets to investigate the ML algorithms refer to (a) a bulk LJ fluid system, with
density and temperature parameters as inputs, and (b) a confined Poiseuille flow model.

Metrics for diffusion coefficient data, i.e., R2, MSE, and MAE, are shown in Table 1.
It is observed that the tree-structured algorithms such as RF and DT have shown optimal
performance in all metrics for the bulk diffusion simulation dataset, followed by the GBR
model. Moreover, MLP, which is a neural network with backward calculation capability,
could also be employed for studying such datasets, as long as the proper implementation
concerning the number of nodes and hidden levels is investigated. All other algorithms
present low R2 and high residual errors.

Nevertheless, fitting on the confined diffusion data is quite different. Here, there
is an indication of linear dependence between the three inputs (h, εw/ε f , Fext) and the
output Dc and most linear and/or polynomial-based algorithms (i.e., MLR, Ridge, SVR-
LIN, SVR-POLY) show high R2 and small residual errors. The weakest choices are Lasso
and DT.

The identity plots of Figures 5 and 6 reveal and verify the findings from Table 1. We
observe that the tree-structured algorithms, such as RF and DT, fit well on the bulk diffusion
simulation dataset, with GBR, MLP, and k-NN models presenting an acceptable fit behavior.
In contrast, linear-based methods, such as MLR, Lasso, Ridge, SVR, and GP, have shown
poor fit on diffusion data. For the confined, Poiseuille flow model, we obtain the fitting
results of Figure 6a–j. The dataset employed for this case (N = 54) is significantly smaller
compared to the bulk diffusion case (N = 319). However, these data are representative of
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liquid LJ flows, extracted by the same MD method, and were previously pre-processed
and verified [126]. It was shown that most algorithmic predictions fit well-to-acceptable
on simulation data, except for Lasso, in which data points deviate significantly from the
identity line.

Table 1. Metrics and comparison of 12 ML algorithms for the datasets corresponding to simulation
data for LJ bulk fluid diffusion (Db) and LJ liquid diffusion in Poiseuille flow (Dc). Bold-type cells
indicate the best metrics achieved for each dataset.

Db Dc

R2 MAE MSE R2 MAE MSE

MLR 0.371 1.936 9.767 0.882 0.418 0.593

Lasso 0.299 1.990 10.877 0.409 1.135 2.963

Ridge 0.371 1.934 9.768 0.878 0.433 0.610

SVR-LIN 0.204 1.465 12.358 0.864 0.472 0.682

SVR-RBF 0.410 1.037 9.155 0.587 0.874 2.070

SVR-POLY 0.450 1.060 8.530 0.962 0.246 0.191

GP 0.369 1.903 9.801 0.881 0.422 0.597

k-NN 0.716 0.587 4.405 0.916 0.260 0.421

DT 0.971 0.284 0.446 0.564 0.766 2.185

RF 0.982 0.203 0.281 0.708 0.589 1.462

GB 0.962 0.385 0.595 0.913 0.331 0.435

MLP 0.878 0.395 1.901 0.943 0.284 0.287
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Figure 6. Simulation versus predicted values for diffusion coefficient in Poiseuille flow model of the
LJ fluid, being the output of 12 different algorithms (a–l). Data points include both training and test
data. The 45◦ identity line denotes the perfect match.

In Table 2 we observe that most of our models, with the exception of Lasso, fit well
on shear viscosity for the bulk LJ fluid dataset, reaching R2 = 99.7% for the k-NN. We note
that, after investigation, it is concluded that the number of nearest neighbors that gives this
result is k = 2 (Figure 7). On the contrary, k-NN fails to incorporate shear viscosity behavior
in confined systems (Figure 8), and only GB, RF and DT show acceptable fit.

Table 2. Metrics and comparison of 12 ML algorithms for the datasets corresponding to simulation
data for LJ bulk fluid shear viscosity (ηb) and LJ liquid shear viscosity in Poiseuille flow (ηc). Bold-type
cells indicate the best metrics achieved for each dataset.

ηb ηc

R2 MAE MSE R2 MAE MSE

MLR 0.697 0.661 0.578 0.111 0.236 0.075

Lasso 0.327 0.849 1.285 −0.368 0.283 0.116

Ridge 0.698 0.659 0.577 0.126 0.233 0.074

SVR-LIN 0.626 0.505 0.714 0.013 0.250 0.083

SVR-RBF 0.958 0.132 0.080 0.067 0.164 0.079

SVR-POLY 0.983 0.115 0.032 −0.726 0.278 0.146

GP 0.698 0.660 0.577 0.114 0.236 0.075

k-NN 0.997 0.031 0.006 −0.022 0.166 0.086

DT 0.973 0.080 0.052 0.730 0.072 0.023

RF 0.978 0.067 0.042 0.831 0.079 0.014

GB 0.984 0.109 0.031 0.859 0.061 0.012

MLP 0.996 0.051 0.008 0.296 0.159 0.059
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fluid, being the output of 12 different algorithms (a–l). Data points include both training and test
data. The 45◦ identity line denotes the perfect match.
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In Table 3, thermal conductivity metrics are presented. As in shear viscosity, most of
the models, with the exception of Lasso, fit well on simulation data for the bulk LJ fluid
dataset. Choices of good performance, for both bulk and confined data, seem to be RF, DT,
GB, and MLP. These findings are also verified by the identity plots in Figures 9 and 10.

Table 3. Metrics and comparison of 12 ML algorithms for the datasets corresponding to simulation
data for LJ bulk fluid thermal conductivity (λb) and LJ liquid thermal conductivity in Poiseuille flow
(λc). Bold-type cells indicate the best metrics achieved for each dataset.

λb λc

R2 MAE MSE R2 MAE MSE

MLR 0.489 1.617 3.466 0.327 0.150 0.032

Lasso −0.000 2.127 6.787 −0.250 0.220 0.059

Ridge 0.483 1.632 3.509 0.337 0.149 0.031

SVR-LIN 0.348 1.629 4.424 0.249 0.157 0.035

SVR-RBF 0.640 0.700 2.442 0.808 0.088 0.009

SVR-POLY 0.735 0.639 1.798 0.621 0.114 0.018

GP 0.450 1.700 3.734 0.328 0.150 0.032

k-NN 0.649 0.517 2.379 0.802 0.051 0.009

DT 0.960 0.332 0.271 0.996 0.004 0.000

RF 0.980 0.182 0.135 0.960 0.024 0.002

GB 0.949 0.404 0.347 0.994 0.015 0.000

MLP 0.988 0.208 0.083 0.741 0.090 0.012
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The application of 12 widely used algorithms on LJ fluid transport properties data
has shown a general motive that may be extrapolated to other datasets as well. In most
cases, RF, DT, GB, and MLP methods perform well and can be incorporated in cases where
ML predictions could effectively replace timely and hardware demanding simulations or
expensive experimental procedures. Linear-based models, such as MLR, Lasso, Ridge,
SVR-linear may be used only in some cases.

In terms of performance, our findings have shown fine agreement with the literature
results. There are many references that focus only on the performance of ANN and DNN
architectures, with various hidden levels, weights, and node functions [128–130]. Never-
theless, RF is, most of the time, an algorithmic choice that finds hidden data patterns (see,
for example, LJ fluid properties extraction in [111,112]), performs better than SVR and Ad-
aboost DT on RANS simulation results [131] and fluid drilling challenging problems [132].
Gradient-boosting methods have been found to perform better on relatively small datasets
compared to ANN, while ANNs are usually the best choice for large datasets concerning
dense gas-particle flows [133].

The algorithmic computational cost has not been a subject of investigation of this
review. All algorithms showed fast response to input data since datasets are relatively
small. We focused on highlighting the increase in computational speed when ML data-
driven methods are applied compared to classical simulation methods. The literature
results suggest that MLPs and RFs are computationally intensive when the input is multi-
parametric, in contrast to SVR, which is faster [70]. However, fast execution is not always
preferrable to choose since the additional computational cost may be evidence of robustness,
and this is something that was verified by our results.

We conclude that non-linear and, especially, tree decision-based methods can repro-
duce the initial dataset effectively. However, one has to be very skeptical when suggesting
a universal approach that could replace, partially or totally, well-established theoretical,
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empirical, or other simulation methods that were incorporated for fluid research insofar.
Our investigation wishes only to reveal trends and behaviors and open the road towards
embedding ML techniques and procedures to classical numerical approaches.

7. Conclusions and Future Perspectives

ML algorithms, although being massively incorporated only in the last few years,
have been well-defined and the research community supports their application in most
fields of science and engineering. The literature research in this work has revealed that
the majority of fluid dynamics and mechanics applications are currently investing in Deep
Neural Network applications on classical CFD problems, from finding solutions to PDEs
to analyzing high-fidelity fluid-related images. Nevertheless, we showed that there is an
alternative way to facilitate ML for fluids. Non-linear, tree-based algorithms, much simpler
than DNNs and easy to implement, will continue to attract research interest, providing a
fast and accurate framework that can go through every fluid application that infers some
amount of data.

We expect that AI and ML methods will become standard computational tools to assist
simulations and experimental analysis in the future, without the need to emphasize their
use. As available data continues to grow, fluid mechanics have only to benefit from ML
and novel AI techniques. Data availability and coupling with experimental, theoretical,
empirical, simulation, and novel ML methods offer the potential to significantly boost fluid
mechanics to a new direction. Therefore, it is of critical importance to keep all databases
open to research. Data science is now part of fluid research and synergistic platforms will
keep gaining ground.
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Nomenclature

English Symbols
b bias term
B number of decision trees in RF method
D diffusion coefficient
Fext external driving force
FΘ DT function estimation
Fm GBR function estimation
gi ith sample size of data for k-NN regression
g the result of query point prediction for k-NN regression
h channel width
hm(x) function for GBR method
Il DT indicator function
k number of neighbors for k-NN regression
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kB Boltzmann constant
m particle mass
MAE Mean Absolute Error
MSE Mean Squared Error
N number of particles
pm weight for GBR method
R2 coefficient of determination
rij distance vector between ith and jth atom
T temperature
u(rij) LJ potential of atom i with atom j
w weight of the variable
X’ number of unknown scenarios in RF method
X input variable
Y predicted variable
Yb decision tree in RF method
Yexp . mean expected output
Ypred. mean predicted output
Greek Symbols
β̂ridge penalized residual sum for Ridge regression
β j shrinkage factor
β̂lasso Lasso regression estimate
ε energy parameter in the LJ potential
θl DT decision path
λ thermal conductivity
µ coefficient of shear viscosity
ρ fluid density
σ length parameter in the LJ potential
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