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Superalloys are a special class of heavy-duty materials with excellent strength retention and chemical stability
at very high temperatures. Nickel-based superalloys are used commercially in aircraft turbines, power plants,
and space launch vehicles. The optimization of mechanical properties of alloys has been traditionally carried out
using experimental approaches, which demand massive costs in terms of time and infrastructure for testing. In
this paper, we propose a method for mechanical property prediction of Ni-based superalloys by learning from
past experimental results using machine learning (ML). Five highly accurate ML models are developed to predict
yield strength (YS), ultimate tensile strength (UTS), creep rupture life, fatigue life with stress, and strain values.
We have developed an extensive database containing mechanical properties of over 1500 Ni-based superalloys.
Basic material parameters such as the composition of the alloy, annealing conditions, and testing conditions
are also collected and used as features for developing the ML models. The prediction root mean squared errors
for the YS, UTS, creep, and fatigue life models are 0.11, 0.06, 0.19, 0.22, which are minimal, leading to a
highly accurate estimation of the target values. These ML models are highly transferable and require a minimum
number of input features. In addition, feature analysis performed by SHapley Additive exPlanations (SHAP)
for individual properties reveals the relative significance of each descriptor in deciding the target property. We
demonstrate that a unified and highly accurate ML framework can be developed using common features for all
mechanical properties. The models are developed on experimental data, making them directly applicable for
industries.
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I. INTRODUCTION

Nickel-based superalloys have emerged as the most fa-
vored class of materials for applications involving high
strength along with superior creep and fatigue properties at
high temperatures. Ni-based superalloys enable systems to
operate at very high temperatures, which leads to high effi-
ciency and lower fuel consumption [1]. Some of the modern
superalloys can operate at temperatures over 80% of the
melting temperature, extending their operating temperatures
over 1200 ◦C [2–4]. As a result, superalloys are heavily em-
ployed in gas turbines for aircraft propulsion engines and
electricity generators [5–7]. These superior properties are due
to several decades of optimization of composition and mi-
crostructure s [8,9]. Initially, the enhancement of properties
resulted from improved microstructures by employing sophis-
ticated casting techniques. The directionally cast superalloys
were a noticeable improvement over the wrought alloys as the
grain boundaries in the direction of load can be effectively
eliminated to reduce the risk of nucleation of cracks. The
microstructural design was improved further by producing
single-crystal superalloys. In addition, vast enhancement in
strength and creep/fatigue resistance is made possible by
optimization of the precipitate γ ′ phase [10,11]. The pres-
ence of a γ ′ phase in addition to the matrix γ phase in this
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generation of superalloys imparts the required strengthening
through precipitation hardening and blocking dislocation mo-
tion [12,13]. Optimization of composition of the superalloy
can also provide better mechanical properties by solid solution
strengthening and influencing the volume fraction and distri-
bution of γ ′ precipitates. Several elements such as Mo, W,
Ta, Ti, and Nb are beneficial for the precipitation process, and
the lattice mismatch induced between the γ and γ ′ due to the
addition of these elements leads to dislocation immobilization
at the boundaries [14,15]. However, this crucial optimization
process of microstructural and compositional parameters is
painstakingly slow due to the vast compositional space. In
addition, experimental determination of creep rupture lifetime
and fatigue cycles to failure is also highly time and cost
intensive.

The introduction of machine learning (ML) in the field of
material science in the last few years has led to significant
acceleration in the process of materials discovery [16–19].
ML utilizes several algorithms to learn the dominant patterns
in the existing data and connect them to the desirable property.
These patterns are then used to predict the property of a new
set of data. ML has been used successfully in the past to
predict diverse material properties such as band gaps [20–22],
band edges [23], lattice thermal conductivity [24], glass tran-
sition temperatures [25], dielectric constants [26], and Vickers
hardness [27,28]. Recently, ML has also been successfully
applied to high entropy alloys for prediction of phase, hard-
ness, and solid solution forming ability [29–31]. Moreover,
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ML methods have successfully optimized several properties
of nickel-based superalloys such as phase fraction of γ ′ phase,
density, solvus temperature of the γ ′ phase, and lattice mis-
match of the γ and γ ′ phases [32–34]. These properties
of superalloys play an important role in designing turbines
with enhanced lifetimes. ML was also used to predict the
chemical composition of the different phases of nickel-based
superalloys [33]. In addition, the most important criteria for
consideration of any material for turbine applications are the
simultaneous presence of high yield strength (YS), fatigue,
and creep life at high temperatures. Approaches which can
simultaneously predict and optimize the properties of interest
for Ni-based superalloys exist [32]. However, it will be highly
beneficial if analysis of features is performed rigorously for
thorough understanding of the ML models developed.

In this paper, we develop a unifying ML modeling scheme
to predict the mechanical properties of nickel-based superal-
loys. The mechanical properties include YS (MPa), ultimate
tensile strength (UTS) (MPa), creep rupture life (hours), and
fatigue life (number of cycles). These four properties are es-
sential and are widely studied while selecting components for
heavy-duty applications. It is desirable to have the largest pos-
sible values for these properties while in operation; however,
it is usually observed that these properties have conflicting
requirements in terms of compositions and treatment. For
instance, increasing the creep rupture life of a material may
lead to fracture vulnerability due to fatigue. In the ML models
developed, these properties can be calculated simultaneously
using compositions, treatment conditions, and testing condi-
tions. The ML models use minimal data as input, making it
easy to use and highly transferable across different properties.
ML models are developed using Gaussian process regression
(GPR) for YS, UTS, and creep rupture life. Moreover, the
testing conditions for determining fatigue life include stress
and strain amplitude [35–37]. Therefore, separate ML models
are developed for including stress and strain as independent
features. Finally, using feature engineering, we perform in-
depth feature analysis and identify a set of features which are
highly correlated to all the mechanical properties considered
in this paper. This set of features is employed to develop a
unified ML model framework that simultaneously predicts all
the mechanical properties.

II. METHODOLOGY

A database was initially built for Ni-based superalloys.
The data utilized for developing the ML model development
is taken from literature [13,35–103]. This database contains
the compositions, annealing schedules, and testing conditions
as the features/descriptors for developing the ML models
and the mechanical properties as the final target property.
The features selected are easily available in any experimental
study. The data set contains 349 values for YS, 248 for UTS,
and 383 for creep rupture life along with their corresponding
features. Moreover, 318 values exist for fatigue life with stress
and 384 for fatigue life with strain. All the data collected
contain 1610 values from recent literature, and all data was
selected only if all the mentioned descriptors and at least one
of the target properties of a material were present. The sources
(DOIs) of the data are also presented in Supplemental Material

Table 1 [104]. The compositions of the superalloys consist of
24 elements recorded in weight percentages. It is ensured that
the sum of all the elements must add up to 100%; otherwise,
the data is not considered further. The annealing schedule
considers the two-step procedure, which is generally followed
for Ni-based superalloys. The annealing temperatures are
recorded in Celsius and denoted as T 1

an and T 2
an, respectively.

Similarly, the annealing times are recorded in hours and de-
noted as t1

an and t2
an, respectively. Solutionizing treatment is

also a widely reported parameter for Ni-based superalloys, in
which the alloy is heated above its solvus temperature. How-
ever, this treatment is only a precursor step in the precipitation
hardening process before annealing. The material properties
change drastically after the annealing process is complete.
Therefore, we choose not to include solutionizing treatment
for this paper. The distribution of the compositions and the
annealing schedule is presented in Supplemental Material
Table 2. In addition to the composition and heat treatment
parameters, we also include composition-averaged elemental
features as descriptors in this paper. The elemental features in
this paper are easily available and provide additional sets of
information that can be highly relevant for this study. Thus,
the database consists of 43 features which are presented in
Supplemental Material Table 3. The target properties are con-
verted to log values before further process. To keep user input
to a bare minimum, selecting only the most basic features
for this paper becomes crucial. Therefore, any other input
derived from other experiments or modeling is included in the
development of ML models.

Traditional experimental methods of mechanical property
determination are specialized and accurate; however, these
methods are highly time intensive and costly when applied for
exploratory research. The creep-fracture life of some materi-
als can reach 104 to 105 hours, and fatigue life can reach over
108 cycles. The sheer amount of time required alone makes the
swift determination of mechanical properties a challenging
task. To circumvent this, we use the database to build ML
models for faster prediction of the properties as compared to
experiments. One of the crucial aspects of ML is to identify
the features which are highly relevant for the prediction of
the target properties. In this paper, the least absolute shrink-
age and selection operator (LASSO) is employed for feature
selection [105]. LASSO is a regression and regularization
technique that determines the weights of features by minimiz-
ing the ordinary least squares (OLS) term subject to the L1
penalty term, which can be represented as

min

{
1

N
||y − wx||2 + λ||w||1

}
, (1)

where x, y, N, λ are the feature vector, target, the size of data
set and penalty parameter, which controls the shrinkage of
the coefficients, respectively. Larger values of λ lead to larger
reduction in the number of features. The optimization of the
parameter λ is performed manually. LASSO is an embedded
feature selection method that removes features that are either
redundant or are poorly correlated to the property [106]. Sev-
eral unique methods are also available for feature selection
such as the data-driven multilayer feature selection method
(DML − FSdek) [107]. Since the number of features in this
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work is manageable, we proceed with LASSO for the feature
selection process.

For the prediction of the properties, we have employed
GPR based on the Bayesian inference approach. In GPR,
the algorithm chooses the suitable functional form, which
makes it a nonparametric approach [108]. Instead of deter-
mining fixed parameters for a function, GPR employs output
distribution from various functions using a Gaussian process
distribution. The possibility of selecting the functions poses
a problem since the space of possible functions is infinite.
Therefore, some initial assumptions are made to restrict the
search in functional space, known as prior. This space is
defined such that the mean of all functions is zero, while the
standard deviation throughout the space is

∑
p and can be

represented as

w ∼ N (0, �p). (2)

The target output in GPR takes the following form [109]:

y = ŷ + ε, (3)

where ŷ represents the Gaussian distribution for target pre-
diction, which is to be determined, and ε is a Gaussian
distribution of noise with zero mean and a constant variance.
The joint Gaussian distribution for the target property can be
represented as

ŷ(x) = N(μ(x), k(x, x′)), (4)

where N represents a normal multivariate distribution with
μ(x) mean and k(x, x′) covariance. The noise assumption with
the model gives rise to likelihood. Likelihood is defined as the
probability density of parameters fitting the given data and is
represented as

p(y|X, w) = N
(
XTw, σ 2

n I
)

(5)

where X is the feature vector (X = (x1, x2, ..., xn)T). The
weights (w) are updated to increase the probability of the
function fitting the data and are represented by the posterior
as

p(w|y, X) = likelihood ∗ prior

marginal likelihood
, (6)

where the marginal likelihood is a constant value independent
of the weights. Posterior captures all the information from
likelihood and prior. If only numerator terms are considered,
the posterior assumes the form of

p(w|y, X) ∼ N
(

w̄ = 1

σ 2
n

A−1Xy, A−1

)
, (7)

where A = σ−2
n XXT + �−1

p . This is a Gaussian distribution
with w̄ as the mean and A−1 as the covariance matrix. This
method scales poorly as O(n3) due to the computationally
costly step of multiplication of XX T and inversion of the ma-
trix A. Instead of the multiplication, a kernel trick is applied to
reduce the number of calculations involved. For implementa-
tion, several kernels such as the polynomial (quadratic), radial
basis function (RBF), dot-product, and Matern kernels are
available. The kernel selection is essential for the accuracy
of the final ML model. In this paper, we have evaluated all the
kernels for ML model development suitable for the data set.

Finally, the predictions are made for unknown data by
performing an average over all the functional values, weighted
by posterior probability density. The final distribution has the
form of Gaussian function, which is represented as

p(f∗|x∗, X, y) = N
(

1

σ 2
n

xT
∗ A−1Xy, xT

∗ A−1x∗

)
, (8)

where x∗ is the input for the prediction of the target property
through the function f∗.

It is important to analyze the built ML models for ob-
taining the dominant trends that help to maximize the target
properties. After training efficient ML models, analysis of the
ML models is done using the Pearson correlation coefficients
(PCCs). The PCC is defined as [110]

ρ(X, y) = cov(X, y)/σX ∗ σy (9)

where cov() is the covariance function and σ is the vari-
ance. X and y denote the feature and target properties under
consideration, respectively. The PCC measures the linear cor-
relation between the target property and individual features.
The value of the PCC ranges between −1 to 1 for normally
distributed standardized data. Positive correlation implies that
as the value of feature X increases, the value of y will also
increase. A larger magnitude indicates a stronger correlation
between the feature and target properties. The GPR-based ML
algorithms and PCCs are implemented on Python using the
SCIKIT-LEARN ML library [111].

III. RESULTS

A. Data preprocessing

The data collected was subjected to filtering conditions to
ensure that only high-quality and valid data is used for the ML
modeling. The validity of compositions was ensured by sum-
ming all elemental compositions. The data set was selected if
the elemental compositions add up to 100%. Only weight per-
centages are used for composition in this study as it is the most
common form of representation in literature. Some inaccura-
cies pertaining to individual element concentrations were also
corrected by referring to the alternative sources as presented
in Supplemental Material Table 4. Next, standardization of
the features was performed using the standard scalar feature
in the Python SKLEARN library [111]. Standardization is done
to bring all features to a uniform scale such that the mean of
the feature distribution is zero and the standard deviation is
one. The range of values after standardization is presented for
all features for different properties in Supplemental Material
Fig. 1.

B. ML model development

The purpose of our paper is to develop a unified and
robust approach for the prediction of mechanical properties
that are most crucial while evaluating the usefulness of a
superalloy in demanding applications. The schematic of the
work is depicted in Fig. 1, showing the important steps in
this approach. The collected data is segregated according to
the target property and ML models are developed using the
algorithms discussed in the Methodology section.
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(a) (b) (c)

FIG. 1. Schematic representation of the work. (a) A database is established with experimental data from the literature. The data is subjected
to rigorous filtering conditions and standardization. (b) Feature engineering is performed for individual data sets to identify the relevant
descriptors and study the effect on the target property. (c) ML models are developed for individual properties using the identified crucial
features.

To determine the ML models’ accuracy, we use the coef-
ficients of determination (R2), and root mean squared error
(rmse). The coefficient of determination is defined as the
proportion of variation of the dependent variable (target prop-
erty), which is captured by the variations in independent
variables or features. R2 is an important parameter, which
gives us the quantitative value of the quality of the ML models
developed. R2 is defined as

R2 = 1 −
∑

i(yi − y′
i )

2∑
i(yi − ymean)2

, (10)

where vymean is the mean of all outcomes. R2 ranges between
0 to 1, where 1 represents best fitting of model while 0 repre-
sents minimum fitting. The rmse for a given data set is defined
as the standard deviation of the residual errors between pre-
dicted and actual values. It can be represented as

rmse =
√√√√1

n

n∑
i

(yi − y′
i )

2, (11)

where n is the number of individual data, yi is the actual
value, and y’i is the predicted value. rmse is preferred over
the other absolute errors as it assigns greater priority to the
largest errors due to the squared term. The minimum value
of rmse represents that the ML model has a high prediction
accuracy.

Initially, the ML model is developed using GPR for the
YS of superalloys. The data was split in a training and test-
ing set in the ratio of 90:10, and important features were
selected using LASSO. To select the most important features
for training the ML models, the λ parameter in LASSO was

varied from 0.01 to 0.3. The best results for the λ value for
all the properties along with the LASSO score is presented in
Supplemental Material Table 5. It is found that increasing the
λ to a larger value excludes the important features. Hence, the
λ value is set to 0.01 for building ML models for YS.

The result of the ML model for different kernels is pre-
sented in Table I. It can be observed that the GPR model
that employs the quadratic kernel performs better than the
other kernels. The GPR model with a quadratic kernel delivers
highly accurate predictions for YS on the training and test data
with R2 of 0.97/0.95 (train/test data) and rmse of 0.11/0.11.
Moreover, the GPR model with the Matern kernel also per-
forms well with R2 of 0.96/0.92 and rmse of 0.12/0.13. In
comparison, GPR models with RBF and dot-product kernels
perform poorly. The rmse for dot product and RBF kernels are
0.38 and 0.18, which are significantly larger than the quadratic
and Matern kernels. The results are analogous to other works,
where the estimation of the thermal conductivity of frost is
performed using GPR and Matern and quadratic kernels, pro-
ducing highly accurate predictions [112]. Figure 2(a) depicts
the performance of the GPR model, where it is observed that
most of the testing data lie near the 45◦ dashed line.

The ML model developed in this paper employs 17
LASSO-selected features. This feature set includes 14 compo-
sitional features, two annealing parameters, and the tempera-
ture at which YS is measured. Individual PCCs of selected
features are shown in Fig. 3. The compositions of Nb, Fe,
Cr, Mo, and Zr are directly correlated with the YS, implying
an enhancing effect through the addition of these elements.
These elements are useful in providing strength to super-
alloys through solid-solution strengthening. These elements
strengthen the γ matrix by impeding the movement of the
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TABLE I. Performance of GPR models with different kernels for the mechanical properties (Bold fonts represent the best values for the
mechanical properties).

Matern Dot Quadratic RBF

Property R2 rmse R2 rmse R2 rmse R2 rmse

YS 0.96/0.92 0.12/0.13 0.59/0.71 0.38/0.38 0.97/0.95 0.11/0.12 0.98/0.92 0.18/0.19
UTS 0.98/0.98 0.07/0.08 0.58/0.60 0.33/0.33 0.99/0.98 0.04/0.06 0.89/0.89 0.17/0.17
Creep 0.95/0.92 0.17/0.19 0.52/0.48 1.24/1.26 0.99/0.77 0.04/0.67 0.98/0.96 0.22/0.37
Fatigue stress 0.96/0.96 0.32/0.32 0.84/0.78 1.51/1.51 0.99/0.88 0.11/1.10 0.98/0.90 1.01/1.04
Fatigue strain 0.95/0.92 0.22/0.22 0.52/0.56 1.54/1.56 0.96/0.96 0.44/0.40 0.92/0.92 0.63/0.61

dislocation. The effect of the strengthening depends on the
difference in the atomic radius. Most of the selected elements
have diameters larger than Ni, leading to high strengthening.
Co and Ti are slightly negatively correlated, indicating that
adding these elements does not lead to significant changes
in the YS. The positive correlation of annealing time and
temperatures with YS in Fig. 3 points to the relative dynamics
of formation and distribution of the γ ′ phase. An increase of
annealing temperature leads to higher nucleation and growth
of the γ ′ phase in the material, leading to enhanced YS
through precipitation hardening [113]. However, an increase
of annealing time beyond a specific limit leads to coalescence

of the γ ′ phases leading to large precipitate diameters, which
is detrimental to the superalloy. Therefore, a proper balance in
the annealing time and temperature is necessary to maintain
high YS. In most metals, the YS decreases with increas-
ing temperature. The decrease is attributed to activation of
dislocation motion that assists plastic deformation at high
temperature [114]. However, superalloys exhibit a peculiar
phenomena known as the yield point anomaly, where the YS
of the material increases with temperature up to a specific
limit [115,116]. The data used in this paper contain several
observations from this temperature range, and therefore the
larger values of YS obtained at the higher temperatures make

FIG. 2. The actual versus predicted values of best GPR models for (a) YS, (b) UTS, (c) creep, (d) fatigue with stress as feature (fatigue
stress), (e) fatigue with strain as feature (fatigue strain). The data in all the mechanical properties lies near the black line, which implies that
the ML models are highly accurate.
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FIG. 3. Feature importance of composition and experimental conditions (stress and temperature of experiment) for the prediction of YS,
UTS, creep rupture life. The correlations are presented as heat map for individual features.

the correlation of YS with temperature positive. Our ML
model predicts the yield point anomaly of Ni-based super-
alloys with reasonable accuracy as shown in Supplemental
Material Fig. 2.

In literature, the estimation of YS analytically is done
by constructing mathematical models using fixed composi-
tion or the majority elements in the superalloy such as Ni,
Co, and microstructural features such as the γ and γ ′ phase
distributions, volume fractions, and temperature [117–119].
These models are specialized for a particular set of com-
positions or specific precipitate shapes, making them highly
accurate provided the assumptions of composition and pre-
cipitate geometry hold [120]. However, the validity of these
models remains untested for different experimental condi-
tions. We have approached this problem with a general and
much less time-intensive procedure by applying data-driven
ML models.

Previously, ML model development for determining the YS
of superalloys was carried out using small subsets of data,
leading to a higher bias toward specific compositions [121].
Moreover, the recent availability of several highly specialized
ML algorithms generates a need to explore further improve-
ment possibilities. To develop this model, we included the data
from all the generations of superalloys to reduce the inherent
bias the ML algorithm may acquire for certain compositions.
The resulting prediction error of YS of 0.11 on a logarithmic
scale, which translates to 1.2 MPa, is the lowest achieved
among all the ML or analytical models developed.

The next property under consideration is the UTS. The
data set for UTS, which consists of 41 features, is reduced
initially using LASSO. The optimum result was obtained at
λ value of 0.05, which reduced the number of features to
eight. Using these features, ML models were developed using
GPR employing different kernels. The best results for the ML
models developed using different kernels are shown in Table I.
The models developed using quadratic, Matern, and the RBF
kernels show low rmse values. However, the R2 value of the
RBF kernel is considerably low (0.89/0.89) compared to the
Matern and quadratic kernels. The ML model obtained the
best results with the quadratic kernel having R2 of 0.99/0.98
and rmse of 0.04/0.06. These results for the prediction of UTS
are unprecedented, with minimal errors of prediction in log
scale. When converted to a normal scale, the values show an
error of 1.09/1.14 MPa, which indicates a considerable im-
provement in accuracy when the entire range of the property
is considered. The true versus predicted values for the best ML
model for UTS are shown in Fig. 2(b). The plot confirms that

the ML model captures the trend in the data set with a high
degree of accuracy.

To study the effect of the selected features on the UTS,
we examine their Pearson’s correlation coefficient as shown
in Fig. 3. Elements that provide solid solution strengthening
lead to an increase in the UTS. Therefore, Ti, Cr, and Mn
show a positive correlation with the UTS. The presence of
trace amounts of carbon also leads to an increase of UTS due
to the formation of hard carbide phases. The carbide phases
hinder the dislocation movements and inhibit the sliding of
grains relative to each other, thereby increasing the strength
of superalloys [122]. At the same time, the effect of excessive
annealing is detrimental for the UTS. An increase of anneal-
ing time/temperature leads to the formation of secondary γ ′
phases, which are generally larger in dimensions than the
primary γ ′ phase. This increase in size is responsible for the
deleterious effect on the UTS at room temperatures [123].
The negative correlation of measurement temperature with the
UTS is a complex phenomenon [124] and can be attributed to
the shearing of the γ ′ phase after the YS is reached. This effect
is enhanced for higher temperatures and larger precipitate
phases.

To serve as a component of the turbine, a material must
bear heavy loading at high temperatures, which can be esti-
mated by creep strength [125,126]. Creep strength is one of
the most important and widely studied superalloy properties.
Consequently, several models for predicting the creep of su-
peralloys exist that employ a wide variety of input properties
of the material [127–130]. The primary role of creep resis-
tance is attributed to the more prominent presence of the γ ′
phase, which provides resistance to the defect diffusion [131].
Larger precipitate sizes and small γ channels are benefi-
cial for increasing the creep resistance of superalloys [131].
Several analytical models sensitive to the compositional and
microstructural properties have been proposed for the simu-
lation of creep in two-phase superalloys [132–135]. Although
accurate and sensitive to specific compositions, these models
fail to capture the broader attributes that lead to significantly
larger rupture lives. To circumvent the problem, data-driven
models are being employed to predict creep rupture life of var-
ious high-temperature alloys [136–138]. This has enhanced
the capability of making an informed prediction of the rupture
life of superalloys. Liu et al. accurately predicted the creep
rupture life of Ni-based single crystal alloys using the di-
vide and conquer self-adaptive (DCSA) ML approach, where
initially the data was clustered according to the creep mech-
anisms and further optimal ML models were developed for
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prediction of the creep life. Similarly, creep life has also been
predicted using neural networks combined with Monte Carlo
techniques [138]. Our aim is to explore approaches that can
provide highly accurate results while simultaneously reducing
the complexity of the model. Therefore, in this paper, we
develop ML models for creep rupture life using the most
basic features used in experiments and study the dependence
of rupture life on its composition, annealing parameters, and
measurement conditions. Using LASSO, the most effective
features are selected, then utilized to build ML models.

It is observed that for the prediction of rupture life of
superalloys, the GPR model with the quadratic kernel yields
the lowest rmse value for the training data set. However, there
is a significant difference between the train rmse (0.04) and
test rmse (0.67). The difference between the R2 values of the
train data (0.99) and test data (0.77) is also significant. This
difference between the test/train rmse and R2 values in the
GPR model with the quadratic kernel indicates overfitting.
Overfitting occurs when the ML algorithm fits the noise and
the training data, leading to the failure in the accurate pre-
diction of test data. The GPR model with Matern kernel is
the most accurate model with R2 of 0.95/0.92 and rmse of
0.17/0.19. Figure 2(c) shows the true versus predicted values
for the GPR model. The data lies along the line confirming the
model’s accuracy.

From Fig. 3, it is clear that the elements responsible for
the formation of the γ ′ phase show a positive correlation with
the rupture life. This is expected as precipitate phases such as
the γ ′ and carbide phases reduce creep rates. The presence of
precipitate phases impedes both dislocations’ movement and
diffusing atoms while resisting the grain reorientation. There-
fore, the addition of these substances is expected to increase
creep strength. A critical aspect of the models is that the com-
positions of Re and Ru are not identified as important features.
This trend is surprising since the successive generations of Ni-
based superalloys are based on the addition and optimization
of these elements from the 1980s [8]. On closer analysis of the
collected data, it is observed that the composition of both these
elements is either usually fixed near three wt % in experiments
or the older generation of the superalloys; these elements are
absent. This leads to the exclusion of both these elements from
the ML models as the minimal variance is encountered with
the target property. However, adding these elements in small
quantities is beneficial for creep strength. The effect of Re and
other elements is discussed in detail in the next section. In
experiments, carbon is usually present in trace quantities to
enhance creep properties [139,140]. However, the larger com-
position of carbon has been deemed as detrimental for creep
properties due to the excessive formation of brittle MC, M23C6

and M4C3 phases at grain boundaries. Therefore, the negative
trend presented by our ML model is in agreement with the
experimental observations on rupture life [140]. In addition,
the negative correlation of both creep stress and temperature
of creep is an obvious conclusion analogous to empirical
models.

The next model was developed to predict fatigue life of
superalloys. Fatigue is also one of the most critical and
widely studied properties. The engine components experience
variations of loading conditions during the various stages of
operation, making the study of fatigue at elevated temper-

atures in addition to the creep necessary. In the literature,
we found that the reported fatigue parameters include the
temperature of measurement, stress range, stress amplitude,
and strain range. The presence of two different parameters
based on stress and strain makes it challenging to fit a single
ML model since the direct conversion of stress range to strain
range and vice versa is not possible. Owing to a large amount
of data in both cases, we build two separate ML models for
the two regimes. The first ML model uses stress range, tem-
perature, annealing conditions, composition, and elemental
features as the descriptors for the ML model. We denote this
ML model as the fatigue-stress ML model. After applying
LASSO, the number of features is reduced to 19 from 42.

It is observed that the GPR model with the quadratic kernel,
which was the best model for YS and UTS, is severely over-
fitted for the given set of features. The best model for fatigue
is the GPR model with Matern kernel with R2 of 0.96/0.96
and rmse of 0.32/0.32. Figure 2(d) represents the true versus
predicted values for the GPR ML model for fatigue using
stress as a feature. The ML model predicts the fatigue life for
unknown data accurately.

To analyze the feature dependency of the ML model, Pear-
son correlation was calculated and is presented in Fig. 4(a).
The figure shows that elements such as Mo, Nb, Fe, and Mn
positively correlate with fatigue life, while elements such as
C, Ni, and Co show a negative correlation with the number
of cycles. Carbon is responsible for forming hard precipitate
carbide phases in the microstructure. Although beneficial up
to a certain extent for the creep properties, this precipitation is
highly detrimental for the fatigue properties. The formation
of rigid grain boundaries due to carbides often can serve
as the initiation point of a crack in superalloys [141]. The
negative correlation of nickel and cobalt is an obvious con-
clusion since the addition of larger amounts of γ ′ forming
elements, fatigue, and creep enhancers reduce these elements.
This trend is being captured as a negative correlation. In addi-
tion, the annealing conditions show a negative correlation with
the fatigue life, indicating that severe annealing conditions
can have an adverse effect on fatigue life due to prolonged
heating.

The second ML model developed for fatigue life is based
on the strain range the materials are subjected to in testing
conditions (denoted as the fatigue-strain ML model). LASSO
is applied on the feature set, which yields 19 important fea-
tures for predicting fatigue life. The GPR models are trained
using the four kernels. It is observed that the Matern kernel
performs better than the quadratic, dot-product, and RBF
kernels. Hence, the GRP model with the Matern kernel is
employed for developing the ML model. The best result ob-
tained for the GPR model is R2 of 0.94/0.94 and rmse of
0.22/0.22. The GPR model with Matern kernel outperforms
the quadratic kernel in fatigue models. Figure 2(e) represents
the true versus predicted trends for the fatigue model with
strain range. With its higher accuracy, this ML model is best
suited for predicting fatigue life. The correlation analysis for
the fatigue model is presented in Fig. 4(b). From Fig. 4(b), it
is concluded that solid solution strengthening elements lead
to an increase in the fatigue life, whereas elements such as
carbon, phosphorus, and silicon lead to a decrease in fatigue
life. The negative correlation of Re composition on fatigue

123603-7



NIKHIL KHATAVKAR AND ABHISHEK KUMAR SINGH PHYSICAL REVIEW MATERIALS 6, 123603 (2022)

FIG. 4. Feature importance for fatigue life predicted through (a) stress range(MPa), (b) strain range (%).

life is an apparent departure from the experiments [142].
It is widely recognized that Re is responsible for the
enhancement of fatigue and creep life of Ni-based superalloys.
Re is generally added in constant and sparse quantities, mak-
ing it difficult to determine the correlation with fatigue life
accurately. The effect of Re on creep and fatigue properties
has been analyzed further in the next section. Annealing tem-
peratures show a small positive correlation and time shows a
negative correlation. This implies that short annealing sched-
ules at higher temperatures enhance fatigue properties. This is
expected as fine grained alloys show superior fatigue perfor-
mance due to delayed crack initiation. [143]. In addition, as
expected, the temperature of fatigue, strain range, and stress
range show a negative correlation, implying the reduction
of fatigue life with an increase of any of these parameters.
High temperature is known to enhance the cross slip in su-
peralloys, leading to faster dislocation movement and defect
formation [144].

Our paper aimed to build a framework such that a uniform
set of features is deemed sufficient for calculating all the
crucial mechanical properties. The primary features selected
are mutually independent, as seen from Figs. S3– S7, with
minimal cross correlations. The inclusion of these primary
features is sufficient for accurate property prediction and it
reduces the need for the calculation of other complex derived
parameters for property prediction. Moreover, the ML mod-
els developed in this paper give a more accurate prediction
without partitioning the data into different regimes, as usually
seen in the case of the low-cycle and high-cycle fatigue or
for the different mechanisms of creep rupture. GPR models
with quadratic kernels provide very high accuracy for predict-
ing YS and UTS, while Matern kernels are best suited for
predicting creep and fatigue strength. The quadratic kernel
is sufficient for accurate prediction since YS and UTS are
properties with relatively more straightforward mechanisms.
However, creep and fatigue strength are complex properties
with several competing mechanisms and damage accumula-
tion over time; therefore, it is difficult to model them using
simpler kernel algorithms. Severe overfitting of the quadratic
kernel-based models is a direct result of the same. On the
other hand, GPR, which fits the data to an advanced ker-
nel, is highly suited for predicting complex properties such
as creep and fatigue strength. To compare with other ML
algorithms, we also trained the models using SVR and XG-

Boost, presented in Supplemental Material Table 6. The ML
models trained using other algorithms perform poorly when
compared to the GPR models. The relatively low rmse val-
ues for all the GPR-based models in this paper demonstrate
the effectiveness of the GPR for modeling the mechanical
properties.

IV. DISCUSSION

To test the applicability of ML models developed in this
paper, we performed validation tests by collecting new data
to test the ML models [122,145–154]. The validation of the
ML models was performed to check whether the ML models
are able to predict properties of the unknown data set. We
collected experimental data for all the mechanical properties,
including YS, UTS, creep, and fatigue strength, and the cor-
responding composition, annealing, and testing parameters.
In total, we collected 78 new data. The data was collected
from literature and the source (DOI) of the data is present in
Supplemental Material Table 1. The elemental features were
generated for the new data set, and the data was then stan-
dardized using standard scalar with already fitted parameters.
The data was then subjected to the same approach employed
for the test data set. Each ML model developed has a different
set of features for the prediction of the target property. We
selected the features required from the new data to predict
each mechanical property using our ML models. The results
of the validation test are plotted in Figs. S8– S11. The valida-
tion results reveal that the ML models predict the mechanical
properties of unknown data with high accuracy. All data lies
within the range of ±0.5 from the black line, indicating highly
precise predictions. Moreover, it can be observed that the ML
models built in this paper can be utilized directly without any
additional operations for predicting the properties of unique
superalloys.

The ML models developed in this paper using GPR involve
highly complex algorithms for training. This renders the ML
models essentially as black boxes which are difficult to in-
terpret directly. To analyze our best ML models, we employ
SHapley Additive exPlanations (SHAP) to reveal the effect of
individual features on the ML model [155–157]. The details
of SHAP implementation are presented in the Supplemental
Material. We study the effects of critical elemental concentra-
tions on the creep and fatigue properties of the superalloys.
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FIG. 5. SHAP force plot for some individual data set demonstrating the effects of rhenium addition on the creep rupture life of the material.
The red arrows indicate that addition of a feature leads to increase of creep rupture life, while blue arrows represent that addition of the feature
leads to decrease of rupture life.

One of the most important elements responsible for strength-
ening at high temperatures is rhenium. Rhenium is used for
solid solution strengthening and enhances creep-resistance
properties by arresting the growth of γ ′ phase particles by
introducing more significant lattice misfits, which limit the
movement of dislocations and diffusion of atoms [158–160].
In addition, the introduction of rhenium to superalloys can ef-
fectively increase fatigue resistance [46] of superalloys. From
the ML models developed for creep and fatigue in this paper, it
may initially seem that rhenium is not identified as an impor-
tant parameter. However, through SHAP analysis of the ML
model, we find that rhenium indeed plays a crucial role in in-
creasing the creep resistance of superalloys. The SHAP force
plot is shown in Fig. 5 to demonstrate the effect of rhenium. In
Fig. 5, the base values represent the average value of the creep
rupture life when no feature is revealed to the ML model. In
this case, the ML model relies on the average values of all
features in the data set. The red and blue arrows represent the
effect of introducing individual features on the final output

value of creep rupture life. The red arrow represents that the
addition of a feature leads to an increase in the rupture life
over the base value, while the blue arrow represents that the
addition of a feature value leads to a decrease in rupture life.
The length of the arrows represents the magnitude or relative
importance of an individual feature. From Fig. 5, it is observed
that rhenium addition leads to a significant increase in the
creep rupture life of superalloys. The contribution of rhenium
for increasing the rupture life is similar in magnitude in most
cases. The findings are similar to experimental study, where
rhenium containing alloy shows the best creep properties be-
cause of solid solution strengthening in the γ phase and low
diffusion coefficients at high temperatures, leading to effective
resistance to dislocation motion in the γ [161]. From the force
plot, it is also inferred that elements like titanium, cobalt, and
molybdenum also contribute significantly in increasing the
creep rupture life of a material. The temperature of creep test
(T) and stress are the two most important factors that reduce
the rupture life of superalloys.
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FIG. 6. SHAP dependence plot for rhenium addition on creep
rupture life of the superalloys.

To further analyze the effect of elemental composition on
creep and fatigue life of superalloys, we plot the dependence
plot for elemental concentrations using SHAP. Figure 6 shows
the dependence plot for rhenium addition on creep rupture
life. The vertical line (E[Re]) represents the average com-
position of around 2% of rhenium and the horizontal line
represents the expected value of the model. From Fig. 6, it
is inferred that rhenium composition above 1.35% is highly
beneficial for the creep properties of superalloys. According
to the ML model developed, the best effect is observed for rhe-
nium composition of 4%. The advantage of creep properties
diminishes on further addition of rhenium. After the composi-
tion of 6.4%, the addition of rhenium becomes harmful for the
superalloys. The results of the ML model are consistent with
experimental results, where it is reported that the addition of
large amounts of rhenium leads to precipitation of harmful
TCP phases, which significantly decrease the creep resistance
of superalloys [162,163]. Similarly, SHAP-dependence plot
analysis for creep strengthening elements such as C, Cr, Co,
Nb, Ta, Ti, W is presented in the Supplemental Material in
Figs. S12– S18. The optimum range of compositions for the
elements for increasing the creep rupture is predicted through
the ML model. This range is presented in Table II. The forma-
tion of carbide phases limits the range of carbon addition. The
ML model predicts that the elements Co, Cr, Ta, Ti, and W
are beneficial in a wide composition range for creep rupture
strength. A similar analysis for fatigue is presented in the
Supplemental Material. The dependence plots for elemental
concentrations for fatigue life are plotted in Figs. S-19– S-23.

TABLE II. Ideal range of composition (in %) for creep rupture life.

Element Lower limit Upper limit

C 0 1
Co 0 12
Cr 0 14
Nb 0 0.3
Re 1.35 6.4
Ta 1
Ti 0 1.2
W 0 7

TABLE III. Ideal range of composition (in %) for fatigue life.

Element Lower limit Upper limit

C 0 0.06
Co 0 7.6
Mo 0 2.75
Nb 0.15 4.4
Ti 2

Using the best ML models for fatigue, we predicted the best
range for different elements. The range of the ideal compo-
sitions are presented in Table III. It is seen that the addition
of titanium and molybdenum has a significant impact on the
fatigue life of superalloys. Similarly, adding cobalt in fewer
quantities is beneficial for fatigue properties.

After accessing the feature importance for all the proper-
ties, it is essential to develop a framework encompassing a
set of unified ML models for the mechanical properties that
reflect the impact of all the important features. Developing
such models is vital to capture all the intricate feature-property
relationships of Ni-based superalloys. We analyzed all the
GPR-based ML model features for all mechanical properties.
The chosen features for individual property prediction are
present in Figs. 3 and 4. It can be seen that the feature space
varies widely for different properties. Therefore, we aim to
identify standard features for developing the unifying ML
models. While selecting features, it has to be ascertained that
the features highly correlated to any mechanical property are
not excluded. We first include all the features present in at
least three of the five ML models developed, leading to the
selection of 15 features. We observe that the compositions
of some selected elements do not possess a significant cor-
relation to any of the properties. We, therefore, drop these
compositions and instead include all the annealing parameters
and highly correlated compositions from each property. The
list consists of 15 features using ML models for the mechani-
cal properties which we developed. The results of the unified
ML models are presented in Table IV. It can be observed
that several ML models are developed for a wide range of
mechanical properties through target selection of the highly
correlated features. The unified ML models developed in this
paper are developed using Python libraries and are exported
using the Joblib library, making them highly transferable and
directly employable for the prediction of mechanical prop-
erties without any additional requirements. To the best of

TABLE IV. Results for the unifying ML models utilizing com-
mon set of features for prediction.

GPR models

Property R2 rmse

YS 0.96/0.96 0.11/0.11
UTS 0.98/0.97 0.07/0.08
Creep 0.99/0.97 0.15/0.28
Fatigue stress 0.96/0.95 0.74/0.75
Fatigue strain 0.95/0.94 0.51/0.51
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the authors’ knowledge, no such parallel framework exists in
literature which predicts all the mechanical properties with
high accuracy.

The results can be further improved if contributions from
elements such as cerium and lanthanum, which are crucial
for oxidation resistance of superalloys, are also added in
the study. Since the focus of this paper is on mechanical
properties only, we excluded the contribution from these ele-
ments. The presence of impurities such as sulfur, phosphorus,
and nitrogen can also lead to local changes in the physical
characteristics, which are not considered in this paper. Other
parameters such as the microstructure and strain rate can also
be explored in further research. In this paper, we explore ML-
driven approaches to streamline and accelerate the process of
discovery of unique superalloys. The approach will be useful
for designing materials at reduced costs and can be extended
to other classes of materials.

V. CONCLUSIONS

In this paper, we have developed a unified ML framework
for predicting mechanical properties of Ni-based superalloys
using the feature reduction technique LASSO and ML. Most
basic features such as composition, heat treatment conditions,
and mechanical testing conditions are employed in this study,
and the most dominant features are selected using LASSO
for ML model development. GPR-based models are used to
predict YS, tensile strength, creep rupture life, and fatigue
life (employing stress and strain as features). The ML models
developed for the mechanical properties have unprecedented

accuracy. The ML models in this paper eliminate the need to
partition the data for different regimes of creep and fatigue.
The models show low errors when validated using unseen data
from the literature. Further, SHAP analysis of the ML models
developed reveals essential characteristics of the individual
constituent elements. The ideal composition of elements is
determined for creep and fatigue by analyzing the SHAP de-
pendence plot. Finally, using feature engineering, we identify
essential features for developing a unified ML framework for
simultaneous prediction of all mechanical properties. The ap-
proach developed in this paper is highly transferable to other
classes of materials/properties with minimal modifications.

The data required to reproduce these findings will be made
available on GitHub.
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