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Preface

Many structures operate in high-temperature environment and must be able to with-
stand complex mechanical loadings over a long period of time. Examples include
components of power plants, chemical refineries, heat engines and microelectronics.
Design procedures and residual life assessments for pipework systems, rotors, turbine
blades, etc., are required to take inelastic deformation, creep and fatigue damage
processes into account. The aim of “Mechanics of High-Temperature Materials” is the
development of theoretical and experimental methods to analyze time-dependent
changes of stress and strain states in engineering structures up to the critical stage of
rupture.

During the last decades, many advances and new results in the field of high-
temperature materials behavior were presented in conference proceedings and sci-
entific papers. Examples include: the development and analysis of new alloys for
(ultra)high-temperature applications; interlinks of mechanics with materials science
in multi-scale analysis of deformation and damage mechanisms over a wide range of
stresses and temperature; the development and calibration of advanced constitutive
models for the analysis of inelastic behavior under transient loading conditions; the
development of procedures for a stable identification of material parameters in
advanced constitutive equations; the introduction of gradient-enhanced state variables
to account localized deformation and damage processes; the development and veri-
fication of material subroutines for the use in general-purpose finite element codes; the
application of the finite element method to the inelastic analysis of engineering
structures under complex thermo-mechanical loading profiles; and application of new
experimental methods, such as digital image correlation, for analysis of inelastic
deformation under multi-axial stress state.

This volume of the Advanced Structured Materials Series contains a collection of
contributions on advanced approaches of mechanics of high-temperature materials.
Most of them were presented in the Session on High-Temperature Materials and
Structures at the 28th International Workshop on Computational Mechanics of
Materials IWCMM) in Glasgow, UK, September 10—12,2018. We thank Conference
Chairs Dr. Selda Oterkus, Dr. Erkan Oterkus and Prof. Siegfried Schmauder for
inviting us to organize this session and for a big support during the workshop.
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We would like to acknowledge Series Editors Profs. Holm Altenbach and
Andreas Ochsner for giving us the opportunity to publish this volume. We would
like to acknowledge Dr. Christoph Baumann from Springer Publisher for the
assistance and support during the preparation of this book.

Magdeburg, Germany Konstantin Naumenko
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Analysis of a Power Plant Rotor Made )
of Tempered Martensitic Steel Based L
on a Composite Model of Inelastic

Deformation

Johanna Eisentriger, Konstantin Naumenko, Yevgen Kostenko
and Holm Altenbach

Abstract Power plant components are subjected to high temperatures up to 903 K,
which induce creep deformations. Furthermore, power plants are frequently started
and shut-down, thus resulting in cyclic loads on the components. Since they pro-
vide adequate mechanical and thermal properties, tempered martensitic steels are
ideal candidates to withstand these conditions. The contribution at hand presents a
phase mixture model for simulating the mechanical behavior of tempered martensitic
steels at high temperatures. To provide a unified description of the rate-dependent
deformation including hardening and softening, the model makes use of an iso-strain
approach including a hard and a soft constituent. The model is implemented into the
finite element method, using the implicit Euler method for time integration of the
evolution equations. In addition, the consistent tangent operator is derived. As a final
step, the behavior of an idealized steam turbine rotor during a cold start and a subse-
quent hot start is simulated by means of a thermo-mechanical finite element analysis.
First, the heat transfer analysis is conducted, while prescribing the instationary steam
temperature and the heat transfer coefficients. The resulting temperature fields serve
as input for the subsequent structural analysis, which yields the stress and strain
fields in the rotor.
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2 J. Eisentriger et al.

1 Introduction

In service, power plant components are subjected to challenging conditions, such as
high temperatures and intermittent loads. Steam temperatures should be as high as
possible to increase the efficiency of power plants, such that temperatures up to 903 K
are common [ 1-4]. In addition, frequent start-ups and shut-downs induce cyclic loads,
which is due to the increasing popularity of renewable energy sources such as solar
and wind energies. Since this type of energy production strongly depends on the
ambient conditions, conventional power plants are started and shut-down in order
to compensate gaps or surpluses in energy production. These cyclic loads feature
long holding times (typically several hours up to one month) [3, 5-8], as depicted
schematically in Fig. 1.

Tempered martensitic steels with high chromium content (9—12%) are commonly
used materials for power plant components [9—13], cf. Fig. 1. Due to their outstanding
thermo-mechanical properties, such as high tensile and creep strength, a low coeffi-
cient of thermal expansion, and high corrosion resistance [5, 11, 13-17], tempered
martensitic steels are ideal candidates for operations in power plants. The contribu-
tion at hand presents a constitutive model, which is calibrated with material tests on
the alloy X20CrMoV12-1, a typical representative of tempered martensitic steels.
From the 1950s, this steel has been utilized for forged components of turbine shafts
for high-pressure applications as well as tubes and pressure vessels [18].

Siemens steam turbine SST-3000 Turbine wheel

(©Siemens AG

Typical temperature profile
900

800
)

&~
600

500
400

0 20 t [h] 60 80

Fig. 1 Power plant components and a typical temperature profile with day—night cycles, cf. [19].
Picture of turbine wheel according to [20]
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Fig. 2 Material tests on X20CrMoV12-1 at 873 K. Strain ¢ versus time ¢ for one cycle during
fatigue tests with prescribed strain amplitudes £ (top left), stress amplitude 6 versus number of
cycles NC as result of fatigue tests [8] (top right), absolute inelastic strain rate |¢"| versus absolute
inelastic strain |&™| for creep tests under constant compressive stress o [9] (bottom left), stress o
versus strain ¢ for high temperature (HT) tensile tests at constant strain rates & (bottom right), cf.
[19, 21]

Nevertheless, tempered martensitic steels suffer from softening under creep and
fatigue loads [3, 6-10, 22-25]. Under creep conditions, the softening effect results
in an increase of the strain rate with time and deformation [26], as it can be observed
in the bottom left diagram of Fig. 2, where the results of creep tests under constant
compressive stress levels are presented. It has been found that softening is based
on the coarsening of microstructural elements, such as subgrains and carbides [9,
22-24]. This softening effect occurs also under cyclic loads [8], as it is shown in
the top diagrams of Fig. 2. Here, the input and the results of strain-controlled fatigue
tests at 873 K are presented. Note that the total strain ¢ is prescribed as a triangular
function of time with a frequency of f =5Hz. The top right diagram depicts the
stress amplitude & with respect to the number of cycles NC for different prescribed
amplitudes of total strain £. It becomes obvious that the stress amplitude reduces
over time, which is due to cyclic softening [8]. Several papers confirm the cyclic
softening effect for tempered martensitic steels, and this phenomenon is attributed
to the coarsening of subgrains [3, 6, 7, 10, 25, 27]. In addition, softening can also
be observed during high temperature (HT) tensile tests [14—16, 28]. At elevated
temperatures and low strain rates, the stress decreases steadily as the strain increases,
as it is also shown in the bottom right diagram of Fig. 2, where stress-strain curves
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are shown for HT tensile tests under constant strain rates and temperature. According
to [14], this effect is based on the annihilation of subgrain boundaries and mobile
dislocations.

During the last years, several models have been developed to simulate the mechan-
ical behavior of tempered martensitic steels and to account for the softening effect. In
general, these approaches can be divided into two categories: macromechanical and
micromechanical approaches. The first category provides a macroscopic description
of the mechanical behavior. Usually, the results of classical tests, such as HT tensile,
creep, or fatigue tests, are required for the calibration. Based on the definition of
strains, these models are classified into unified and nonunified approaches. Unified
models introduce only one time-dependent inelastic strain [29], whereas nonunified
models define separate variables for instantaneous plastic strains and time-dependent
inelastic deformation. Typical examples of nonunified viscoplastic models for tem-
pered martensitic steels are presented in [30-33]. Often, as for example in [30], the
Chaboche model with several backstresses is used to model nonlinear kinematic
hardening. One of the first attempts to account for this phenomenon goes back to
the backstress concept introduced by Armstrong and Frederick [34]. Afterwards,
Chaboche suggested to superpose several Armstrong—Frederick-type backstresses
to obtain a more accurate description of the cyclic behavior [35].

However, nonunified models exhibit several drawbacks, such as a vague def-
inition of “instantaneous” strains, numerical difficulties while implementing dif-
ferent flow rules for instantaneous plastic strains and time-dependent inelastic
strains, and the disregard of interactions between instantaneous plasticity and time-
dependent creep [29]. As an alternative, unified models have been suggested to
model rate-dependent inelasticity in combination with nonlinear kinematic harden-
ing of Chaboche type, e.g. [36—42]. These contributions often employ the Chaboche
model in conjunction with several backstresses, which results in a large number of
parameters, i.e. usually more than 10 temperature-dependent material parameters.
One should bear in mind that during the calibration, additional parameters need to be
determined in order to account for the temperature dependence of the primary param-
eters such that the actual number of required material parameters is at least twice as
much. Consequently, making use of the Chaboche model with several backstresses
increases the number of parameters, especially if wide temperature ranges should be
taken into account. Additionally, physical interpretations should be provided for all
quantities, which is a difficult task, if several backstresses have been introduced.

Contrarily to the macromechanical approaches, micromechanical models make
use of parameters which are explicitly related to microstructural properties, e.g. grain
sizes or dislocation densities [31]. Several models for tempered martensitic steels
incorporating microstructural quantities like subgrain widths or dislocation densities
are available in literature [10, 28, 43—47]. Note that the calibration of these models
is usually a complex procedure because it is based on microscopic observations.

Furthermore, material scientists have established so-called phase mixture models
[9, 18, 48]. In their original formulations, these models are related to the microstruc-
ture since hardening and softening effects are incorporated based on an iso-strain
composite [49] with soft and hard constituents [9, 18]. The alloy under considera-
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Fig. 3 Microstructure of martensitic steels (A carbides, B dislocations, C boundary), cf. [9, 18]

tion is assumed to consist of soft subgrains separated from each other by relatively
hard boundaries [26]. Note that the volume fraction of the hard constituent is related
to microstructural quantities such as the mean subgrain size. In order to account
for softening based on the coarsening of subgrains, the volume fraction of the hard
constituent is assumed to decrease towards a saturation value [50]. Usually, results
from microstructural observations are required to calibrate this class of constitutive
models [9, 18, 48], cf. Fig. 3.

Nevertheless, using microscopy such as transmission electron microscopy (TEM)
or scanning electron microscopy (SEM) to calibrate micromechanical models often
demands for significant effort, time, and financial resources. On the other hand, mate-
rial tests like creep or HT tensile tests are straightforward and less time-consuming
to conduct. Because of this, Naumenko et al. transform a micromechanical phase
mixture model into a macroscopic mixture model and introduce a softening variable
and a backstress of Armstrong—Frederick-type as internal variables [50, 51]. Further-
more, the model is calibrated with respect to a relatively narrow temperature range
(773K <T <873 K). The simulation of a creep test with intermittent loads reveals
the good performance of the model although only 11 material parameters (of which
only 2 are temperature-dependent) are required.

To sum up, the introduced phase mixture model exhibits two principal benefits
compared to other approaches. Firstly, a small number of material parameters is
involved since only two internal variables—a backstress and a softening variable—
are introduced. Secondly, macroscopic tests are used for the calibration of the model
such that time-consuming microscopy is not required for parameter identification.
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Therefore, the contribution at hand uses the phase mixture model to describe the
mechanical behavior of the tempered martensitic steel X20CrMoV12-1, which pro-
vides the basis for the analysis of power plant components. Based on the well-known
alloy X20CrMoV12-1, which has been examined in detail such that an elaborated
experimental database is available, the applicability and performance of the phase
mixture model are demonstrated. The extension of the presented approach to newly
developed alloys is straightforward.

In the following, let us outline the structure of the contribution at hand. Section 2
presents the governing equations of the phase mixture model. In a first step, this
is done in close connection to the microstructure of the material, and in a second
step, the model is referred to the macroscale by introduction of internal variables.
Since the overall aim of this contribution is the analysis of power plant components
with complex geometries under realistic boundary conditions, the constitutive model
is implemented into the finite element method, which is based on implicit time
integration. Therefore, Sect.3 provides a description of the stress update algorithm
as well as the derivation of the consistent tangent operator. Finally, the thermo-
mechanical finite element analysis of a steam turbine rotor is presented in Sect. 4.
The first part of the section discusses the heat transfer analysis, where the steam
temperature and heat transfer coefficients serve as input. Afterwards, the second
part presents the results of the structural analysis with the phase mixture model,
whereas the instationary temperature field is provided as input. Note that the analysis
accounts for the influence of the different starting procedures. The final section of
this contribution gives a brief summary, and areas for further research are identified,
cf. Sect.5.

2 Phase Mixture Model

This section presents the governing equations for the phase mixture model, which
serves as basis for simulating the mechanical behavior of the tempered marten-
sitic steel X20CrMoV12-1. In a first step, the microscopic model is introduced, cf.
Sect.2.1. Next, the microscopic approach is transformed into a macroscopic model
by introduction of internal variables, cf. Sect.2.2.

2.1 Microscopic Model

Within the microscopic phase mixture model, the material is represented by a mixture,
composed of two distinct constituents. We presume that the constituents exhibit
an identical elastic behavior, whereas their inelastic behavior differs. Note that the
identical elastic behavior of the constituents is a significant, but realistic assumption,
which substantially simplifies the governing equations [52]. In order to distinguish
both constituents with respect to their inelastic behavior, one should actually make
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D soft/ phase
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Fig. 4 Representation of the microstructure by means of the binary phase mixture model, cf. [19]

use of the terms “inelastic-soft” and “inelastic-hard”. Nevertheless, in the following,
we only utilize the terms “soft” and “hard” to refer to both constituents; usually we
will indicate this by employing the index [J;V k € {s, h}. The following derivation of
the governing equations is based on [19, 50, 53], where further information can be
found. Note that the hard phase refers to the subgrain or grain boundaries, i.e. regions
with a high dislocation density and a large number of carbides, while the soft phase
is related to the subgrain interior, i.e. regions with a low dislocation density and a
small number of carbides. Figure 4 illustrates this division of the real microstructure
into the two phases.

Since the model will be used to simulate the mechanical behavior of real power
plant components, we only consider geometrically linear processes. This restriction
reduces the computational effort significantly compared to geometrically nonlinear
models. Nevertheless, if the model is used for large-strain applications, alternative
approaches to model rate-dependent inelasticity with kinematic hardening and soft-
ening are available in literature, e.g. [54, 55].

Because of the limitation to geometrically linear processes, the linear strain ten-
sor € is used in the remainder of the current treatise. Applying the iso-strain assump-
tion, we assume equal strain states in both constituents:

e=¢, =6 (D

with the strain tensor &. Within the framework of the applied unified description of the
material behavior, the inelastic strain tensor €, comprises both instantaneous plastic
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strains and time-dependent creep strains [29]. The strains are splitted additively
into elastic and inelastic parts, which are marked with the superscripts (0¢ and 0",
respectively: '

e=2¢+¢e 2)

Hooke’s law is applied to describe the identical linear elastic behavior of both con-
stituents:

o Om 1
= —] —£ 3
& =3k TG )
or:
o = K&y I +2Gej! (4)

with the stress tensor o, the bulk modulus K, and the shear modulus G. Note that
the volumetric strain ey =tr (&) is determined as the trace of the strain tensor, and
O = %tr (o) is the mean stress. The prime O0' = O —%tr (O) I represents the devi-
atoric part of a second-order tensor, and I =e; ® e; is the second-order identity
tensor.

A mixture rule is applied to compute the overall stress o based on the stress tensors
of the individual constituents:

0 = 10 + NhOh, (5)
while the following restriction holds for the volume fractions 7, of the constituents:
nst+m=1 VO0<m<L (6)

After applying the trace operator to Eqgs. (1), (2), and (3), one obtains:

Ey = &y, = &v,, (7)

ey = 8$}k + 81\‘,1, ®)
el Omy

e, = 2. ©

Within the framework of classical plasticity, one presumes that the inelastic strains
are not influenced by the spherical part of the stress tensor, i.e. ey, =0 = &' = e}(“/.
Taking this assumption into account and inserting Egs. (8) and (9) into Eq. (7) yield:

Om = Om, = Om, = Keév. (10)
Because of identical elastic properties of both constituents, the mean stresses do not
differ in the whole mixture such that Egs. (1) and (5) can be applied to the deviatoric

parts of the tensors only:

& =g =g, (11)
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o' =0, + noy. (12)

In order to formulate constitutive equations for the entire mixture, we transform
Eq. (3) such that the deviatoric stresses o7, for the constituents can be determined.
The resulting expressions are inserted into Eq. (12), which yields the constitutive law
for the mixture after some transformations:

/

m, 0
Imp T 4 e (13)

=3k T26

where ™ denotes the inelastic strain of the mixture:
" = (1 — ) e + mey'. (14)

In the following, we specify evolution equations for the inelastic strain rates é}f based
on the suggestions in [50, 56]:

. 3 . o’
éln — s1n S , 15
S 2 VMS O'VMS ( )
: 3. 01,—0
gin — Zgin h 16
h 28VM O‘vM* ( )

with the von Mises equivalent inelastic strain rate in the soft constituent &1}, and in
the mixture 8311\/[ as well as the von Mises equivalent stress in the soft constituent oy,
and the von Mises equivalent saturation stress oy, :

(17
gin = [Zén 1 &, (18)
oM, = Eag 4 (19)

3
oM, = \/— (o), —0’) : (0}, —0). (20)
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one-dimensional iso-strain concept for binary mixture

Eq
-— —_—
o o
B
g, 0 Leiiiiii
elastic element inelastic soft element inelastic hard element
HOOKE’s law: constitutive law w.r.t. constitutive law w.r.t.
o = Eef! inelastic strain rate: inelastic strain rate:
with e = feo (057 T) en = Sen (th T)

E=E,=E,=E(T)

PRI

Fig.5 Iso-strain concept for binary mixture with constant volume fractions of constituents, cf. [21]

The tensor o, represents the saturation stress deviator of the hard constituent. We
make use of the following evolution equation for the equivalent inelastic strain rate
in the soft constituent &3y, :

e = folow) fr(T). Q1)

Additionally, an evolution equation for the volume fraction of one constituent should
be formulated, cf. Eq. (6): A
ﬁh = fi’](aha éi]n’ T) . (22)

The one-dimensional phase mixture model is illustrated in Fig. 5, whereas the volume
fractions of the constituents are assumed as constant.

2.2 Macroscopic Model

The model presented in the previous section is closely connected to microstructural
processes such that results from microscopic observations would be required for the
calibration. But since in this case only results from macroscopic tests, such as HT
tensile tests or creep tests, are available, the model is referred to the macroscale by
introducing two internal variables: the backstress 8 and the softening variable T.
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The following definitions hold for the backstress tensor B and the corresponding
equivalent von Mises variable Bym:

B=-—T"(¢,—0) YV O<ny<l, 23)
1 — 1,

/3
,BVM = Eﬁ : ﬁV 0 < /3VM < IBVM,, (24)

with the saturation values:

B.= " (o} — o), 25)

3
P, =/ 5B, : B.. (26)

The variable np, = n, (t =0) denotes the volume fraction of the hard constituent in
initial state. Furthermore, the tensor 8 can be interpreted as a backstress similar to
the backstress introduced by Armstrong and Frederick [34], which is shown in [50].
In addition, we define the softening variable I" and the corresponding saturation
value I', based on the volume fractions of the hard constituent:

h 1 - r]ho

r = vV I,<I'<l, 27
L—1nn  nn,
* 1_
r, =t 7' V 0 < < 1. (28)
1 — Iha "Thy

Note that the parameter 7y, represents the saturation value for the volume fraction
of the hard constituent. In order to obtain expressions for the stresses and inelastic
strain rates of the constituents based on the new internal variables, we make use of
the definitions (23)—(28), Egs. (12), (15), (16), and (21):

1 —
o= + Mg (29)
ho
o =d, (30)
in 3 - in ﬁ

) (3D
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~/

o

3
é.lqn = Efa (ow) fr (T) (32)

~ b
OvM

whereas the effective stress 6’ as well as the corresponding von Mises stress 6y are
introduced:

6 = o —TB, (33)

~ 3., .
Gom =4/ =6 : & (34)
2
Next, Eq. (13) is differentiated with respect to the time 7:

) 9 [ om o’
gin — g 2 (Imp 9 ) 35
& =€ (31< +2G) (35)

Equation (2) with respect to the individual constituents is processed similarly, while
Eq. (3) is taken into account:

. 0 (on o r
= | =1+ X m 36
é a;<31< +2G>+ek (36)

We evaluate above equation with respect to the soft constituent and insert it into
Eq.(35). Additionally, the stress deviator ¢/ and the inelastic strain rate &" are
substituted based on Eqs. (30) and (32). Further transformations yield an evolution
equation for the inelastic strain &

~ 3 a a (T'B
&' =—f, (0 T -— =) 37
2f (owm) fr ( )5VM a7 <2G> (37
Since it is discussed in [50, 57] that the last term affects the inelastic strain rate only
at the very beginning of inelastic deformation, this term is neglected in the remainder
such that the evolution equation for the inelastic strain is simplified as follows:

~/

g

3
&" = Efa (ow) fr (T) (38)

6-VM '
In the following, a similar procedure is applied to the hard constituent: Equation (36)
is formulated with respect to the hard constituent and inseﬁed into Eq. (35). We
replace the stress deviator ¢} and the inelastic strain rate &;' using Eqs. (29) and
(31), such that one obtains an evolution equation for the backstress 8:

. 1dG . g . 3. B
=& 26 in _ 2 zin . 39
B=Gar’h+ 1—nho<e ¢ , (39
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Furthermore, we make use of the following evolution equation for the softening
variable, since it is suggested in [50]:

[ = Cr [T, (oym) — ['1&0,. (40)

The softening variable I" replaces the volume fraction of the hard constituent, cf.
Eq. (27), such that Eq. (40) describes the decrease of the softening variable towards
its saturation value I", with increasing inelastic deformation. Thus, softening based on
the coarsening of subgrains can be accounted for. Note that the evolution equation is
restricted to proportional loading. For highly nonproportional loading, one can resort
to refined approaches, e.g. [58].

The calibration of the phase mixture model with respect to the alloy X20CrMoV12-
1 is discussed extensively in [19, 57]. Based on this, the following stress and tem-
perature response functions have been determined:

E(T)=C| + C,T3, 41)

G (T) = Cs+ C4T7, (42)

fr (T) =exp (—%) ) (43)

fa (&VM) =dy sinh (6VM> |:1 + <6VM> “i| , (44)

b, Co

B, (o) = 24y —a (45)
vM, (OvM) = 1+ exp (_bﬂGvM) B>

Iy (JVM) = ar (46)

1 +exp[—br (oym — cr)]

with the Young’s modulus E of the mixture. Note that the bulk modulus K can be
easily determined based on the Young’s modulus and the shear modulus:

GE

All constants and identified parameters are listed in Table 1. The applicability and
precision of the calibrated phase mixture model have been carefully examined
based on experimental results for HT tensile and creep tests, cf. [19, 57]. It was
found that the model adequately described rate-dependent inelasticity, hardening,
and softening over large temperature and stress ranges, i.e. 673 K <7 <923 K and
100 MPa < oy <700 MPa, whereas the calibration is restricted to relatively high
strain rates &,y > 1077 s~!. To sum up, the presented approach is based on five gov-
erning equations:

e Hooke’s law for linear isotropic elastic behavior of the mixture

0 = Kell +2Ge”, (48)
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Table 1 Used constants and identified material parameters for the phase mixture model, cf. [57]

Variable | Value Unit Meaning Equation

Cq 2.23%10° MPa Parameters in the temperature response | (41)

C> —1.64x107* | MPaK~3 function for the Young’s modulus

C3 82.6x 103 MPa Parameters in the temperature response | (42)

Cy —2.87x1075 | MPaK™3 function for the shear modulus

0 540.6 x 10° Jmol™! Activation energy in the temperature (43)
response functions for the inelastic
strain rate

R 8.317 J (mol K)_l Universal gas constant in the 43)
temperature response functions for the
inelastic strain rate

ay 1.54x 10% s7! Parameters in the stress response 44)

by 25.8 MPa function for the inelastic strain rate

Co 483.6 MPa

Mg 35.7 —

Tho 0.17 — Reference value for the volume fraction | (39)
of the hard constituent

ag 80.0 MPa Maximum value for the saturation 45)
backstress

bg 2.70x 1072 MPa~! Parameter in the evolution function for | (45)
the saturation backstress

Cr 5.0 — Parameter in the evolution equation for | (40)
the softening variable

ar 1.0 — Parameters in the stress response (46)

br 1.30x 1072 MpPa~! function for the saturation softening

cr 520.0 MPa variable

e the additive split of strains '

e=¢"+e" (49)

the evolution equation for the inelastic strain, cf. Eq.(38),
the evolution equation for the backstress, cf. Eq.(39),
the evolution equation for the softening variable, cf. Eq. (40).

In addition, initial conditions (ICs) must be taken into account. For the simulation
of the mechanical behavior of a virgin material, the following ICs hold:

o (t=0) =0,

B(=0) =0,

r¢=0) =1.

(50)
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3 Implementation into the Finite Element Method

Since this contribution aims at analyzing the mechanical behavior of real power
plant components, the current section focuses on the implementation of the calibrated
phase mixture model into the finite element method (FEM). For this purpose, Sect. 3.1
presents the stress update algorithm, in analogy to the derivations presented in [53].
Additionally, the derivation of the consistent tangent operator (CTO) is discussed in
Sect.3.2.

3.1 Stress Update Algorithm

As has been shown in Sect.2.2, the phase mixture model requires the solution of
three evolution equations with respect to the inelastic strain &', the backstress 8,
and the softening variable I', cf. Egs. (38)—(40). Usually, displacement increments
are prescribed in finite element analyses, such that the strains are easily obtained
based on the first derivatives of the displacements, whereas the stress and internal
variables are determined based on the employed constitutive model. This process
is often referred to as the stress update algorithm, cf. [59]. Thus, we formulate an
evolution equation with respect to the stress o by differentiating Eq. (13) once with
respect to time and rearranging the resulting expression with respect to the time
derivative of the stress tensor:

— 4= T21+——T¢. 51
ar T 3ar + d Gh

. dK 2dG\ . oy 1dG
e Kiul 49G (6 — &
o évl +2G (& e)+< —) e GaT

Note that the inelastic strain rate & is determined based on Eq. (38). The resulting
system of evolution equations, i.e. Eqs. (39), (40), and (51) must be integrated with
respect to time for prescribed displacement or strain increments, respectively. For
this purpose, two general classes of numerical methods are available: explicit and
implicit methods. Explicit methods determine an unknown equilibrium state at the
time step 7,41 only by using quantities with respect to the previous time step £, [60],
such that these methods are straightforward to implement. Though explicit methods
are only conditionally stable, i.e. their stability depends on the selected time step
size [61]. Deploying the Courant—Friedrichs—Lewy condition, one can compute a
critical time step size for an explicit time integration method [62].

As a remedy, one can make use of implicit methods. In this case, quantities with
respect to a new equilibrium state #,; are computed not only based on the previous
time steps, but also taking the current and future time steps into account. Therefore,
a nonlinear system of equations must be solved at every time step [60]. Implicit
methods feature unconditional stability, i.e. their stability is independent from the
increment size. For these reasons, the backward Euler method as an implicit method
is used in the contribution at hand for the numerical integration. Because of its
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straightforward formulation, this implicit method is commonly employed for the
implementation of nonlinear material models, cf. for example [42, 63—-65]. Suppose
that one searches a solution for the ordinary differential equation Z = F(Z, t) with
respect to the unknown variable Z. We prescribe the time increment At and assume
that the variable Z,, at the time step #, is known. Then, the backward Euler method
approximates the solution at the time step t,,; =¢, + At in the following way [60]:

Zoir = Zo + AU F(Zyst, ) (52)

Let us apply the approximation according to Eq.(52) to the governing equations of
the phase mixture model. Assume that all quantities, i.e. the stress, the backstress,
the softening variable, and the strains, are known with respect to an equilibrium state
at the time step #,,. Next, temperature, strain, and time increments A7}, 1, A&,+1, and
At,+ are prescribed and all other quantities with respect to the unknown equilibrium
state at the time step 7,4 must be computed. With the backward Euler method, the
strains, the temperature, the stress, and the internal variables can be updated as
follows [59]:

Oui= 0, +A0, V O={e " T,0,8.T}. (53)

In the following, all variables refer to the time step #,+, if not indicated otherwise.
We apply the backward Euler method to the evolution Egs. (38)—(40):

~/

. 3
A&l = 2 Atf, @) fr (T) —. (54)
2 OyM
1 dG h 3 B
A = ——AT 2G 0 Ae"™ — —Aeh, ——, 55
. Gar B+ =N ( € 5 B&w Bt (35
AT,4 = Cr [T\ (ow) — ] Ael}y,. (56)

In order to update the stress based on the strains and internal variables, we exploit
Hooke’s law and reformulate Eq. (48):

0,1 =Coit &) (57)

with the elastic stiffness tensor C and the fourth-order identity tensor:

C:%(3K—2G)I®I+2GI, (58)
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IT=-(ei®e;®e;Qei+eQe; Qe Qej). (59)

N =

Furthermore, one can replace the elastic strain in Eq. (57) based on the additive split
of strains, cf. Eq.(49), considering Eq. (53):

Opy1 = cn+l : (en + Ae'n+1 - 8. A€n+1) (60)

To conclude, Egs.(60) and (53)—(56) constitute a nonlinear system of equations
which has to be solved. In order to implement the solution of this system of equations
into a finite element code, we utilize matrix notation according to Voigt. Based on
the introduced symmetric second-order tensors o =o0j;e; @ e, ¢ =0;je; D ej, f=
Bijei ® e, and € =¢;;e; ® e}, the corresponding vectors S, S, b, and e are defined
as follows:

s = [o11 022 033 012 013 Uz%]T, (61)
§ = [611 622 G33 612 613 523]T, (62)
b = [B11 B B33 Biz Bis ,323]T, (63)
e = [e11 &x £33 2612 2613 2823]T- (64)

Note that the vectors of the deviatoric stresses, inelastic or elastic strains, and other
incremental entities are formulated and labeled analogously. For the solution of the
nonlinear system of equations using the Newton—Raphson method, we reformulate
the system:

r =0, (65)
ry =0, (66)
=0 (67)

with the residual quantities rg, ri 8 and rI’l

= —e,. +e + cn+1sn+1 + Aen+1’ (68)
¢ = b, b, — b, (69)
rll; =-T+ 1—‘n-H Al—‘ll1+l (70)

as well as the iteration index (. Based on Eq. (58), the stiffness matrix C and its
inverse C~! are determined:
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3K4+4G 3K-2G3K-2G 0 0 O
3K-2G 3K+4G3K-2G 0 0 O

1 |3K—-2G3K-2G3K+4G 0 0 O
0

0

C=§ 0 0 0 3G 0 ’ 7
0 0 0 0 3G
0 0 0 0 0 3G
2(3K+G) 2G-3K 2G-3K 0 0 0
2G-3K 2(3K+G) 2G=3K 0 0 0
1 2G-3K 2G-3K 2BK+G) 0 0 0 a2
18KG 0 0 0 18Kk 0 0
0 0 0 0 18K 0
0 0 0 0 0 18K

Since we make use of the Newton—Raphson method, Egs. (65)—(67) are linearized,
cf. [60]:

- A
Aln+1Apiz+1 =T (73)
with the vector pilil] and the residual vector I/ ;:
i+l __ i+1 i+ +1
pn+l - [ :l+l b n+1 F:H—l] ’ (74)
T
B =[] (75)

By solving Eq. (73), one obtains the vector of increments Ap:*t!, such that the stress,

n+1°
the backstress, and softening variable are updated:
p;ill P,y + APE. (76)

The derivatives of the residuals are summarized in the matrix A’ 41
ar. ar ar.
os db oT
s db T
arlk orl ork

| 0s 0db oI |

A51+1 = (77

We introduce the following abbreviations to shorten the expressions for the deriva-
tives of the residuals:

1= %AffT (T), = M, = M (78)
OoyM aGVM
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=0’ =6 B, = 79

C4 =0 B 0;j Bji» ¢s 1= i, (79)
In addition, the auxiliary matrices A; and A, are defined:

100000 111000

010000 111000
—_|1001000 111000 (80)

000100 000000

000010 000000

000001 000000

Based on above abbreviations, one obtains the following expressions for the deriva-
tives of the residuals:

ar _ 3¢y —C3 07 1
—o ¢! - s's A —-A )|, 81
os +c1|: 2% +c [ A ;A2 (81)
art 3 r
—Z = c| = (6‘2 C;) —S S — C2FA1 s (82)
ob GVM
ar! 3(c2—c3)ca . %
—o _ e 27 7g 8
ar ! [2 52 zb] (83
or -y 2 1 -
B _ 3GC1C5|:62~2 C3S S-r — = (Al — —A2> + ~C—SS b’
s v 3 3 ow B, (Gym)
o ~V a V. V.
N f §0 M) ;3 M, (0 M) /bT] (84)
OovM ﬁvM, (GVM) aUVM
or! 1 dG Je )
B o vM
— =|1——=—AT +2G ')A
ob [ Gar~ Toas (ﬂvM,(ovM) e ﬂ 1
3 r §'s /T 3 a3l T
—-2G Z(c) — B , 85
ae |:2 (62 63) 6'\;21\/[ * 26 OovM ,BVM (GVM) ( )
ari » 2
£ _ —3Gcics |:(C2+)C4$ + <~L - —C2> b] , (86)
ar oy owm B, (o) 3
a i F - F* V. ~/ BF*
I _ ol Domlgr | dTwOw) o7 87)
as OwM dowm
or ’ r.,
= ¢\ Cr [Ty (o) — T12—§, (88)
Bb OoyM
ori 2 N cieq [Ty (o -r
I yercr |2, G + 2l @a0 Z T (89)
ar 3 oyM



20 J. Eisentriger et al.

Based on Egs. (81)—(89), the matrix Ai, +1 in Eq. (77) can be computed. We solve the
system of equations (73) using the Newton—Raphson method, cf. [60], within the
following iteration loop, cf. [53]:

1. set initial values (i =0):
S). =S b2+1 =b, TI),=T, (90)

2. iterate i = 0,1, ..., imax

a. compute residual vector r; 41 based on Eqgs. (75) and (68)—(70)

n+1
c. determine the incremental change in the residual vector:

. N
b. calculate matrix A | and its inverse (A’ ) based on Eq. (77)

Api:—rll == (Ainrl)_l ri1+l oD
d. update all variables:
Ot =0_,+a0% vO={p,s b, I} (92)
2. check for convergence: ||rj'l+1|| ; 10°
e criterion fulfilled ®» exit loop

e criterion not fulfilled ®» i — i + 1, go to Step 2

where the symbol ||| stands for the Euclidean norm of a vector. Note that the inver-
sion in Step 2b is performed analytically based on the inversion rules for partitioned
matrices, cf. [66]. If the iteration is converged, the current values of the stress S, 1,
the backstress b, 1, and the softening variable I, at time #,,, are known.

3.2 Consistent Tangent Operator

In addition to the update of the stress and internal variables, the consistent tangent
operator (CTO) needs to be computed [60, 64]. For the derivation of the mathematical
expression, we make use of tensor notation in a first step and switch to matrix notation
afterwards. Applying tensor notation, the CTO is represented by the fourth-order

tensor D:

p- . 93)
de n+l

In order to compute the derivative of the stress with respect to the strain, we exploit
the implicit function theorem [67]. Thus, Eq.(60) is transformed in the following
way:
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f(“n-}—l ) ﬁn+] ) Fn+la en-H) =0 (94)

with the implicit function F:

Fonst. Bry1: Tt €041) = 0001 — Coiy 2 (80s1 — &) — A&)y) . (95)

The inelastic strain increment Aein“H is computed based on Eq. (54), taking Egs. (53),
(55), and (56) into account. Exploiting the implicit function theorem [67], the CTO,
i.e. the derivative of the stress with respect to the strains, is determined as follows:

-1
=_< 8}"> : aF 96)

00,41 0€&,11

_80

D=
oe

n+1

Note that the arguments of the implicit function F have been dropped for the sake
of brevity. Based on Eq. (95), the implicit function F is derived with respect to the
stress tensor: ,
OF dAe)!
= I + Cn +1 H —nH

80’n+1 8anJrl

) o7

while the derivative of the inelastic strain increment with respect to the stress is
determined using Eq. (54):

A& _3AM 3 (1 eGu) _ fo@u) o oo
2\ 6w Gum 52y

+ [ (Gvm) (I— %I ® 1)} (98)

06,41 2 Ow

Deriving Eq. (95) with respect to the strain results in a significantly shorter expres-

sion:
oF

88thl

=-C,,1. (99)

Next, we insert Egs. (97) and (99) into Eq. (96) to obtain the final expression for the
CTO in tensor notation:

in -1
D- <I+Cn+1 : %) . Cpuy. (100)

O il

Above expression is transferred to matrix notation:

; -1
oAe!
"“) : Copi (101)

asn-‘,—]

D= (Al +Chpi
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with the corresponding derivative of the inelastic strain increment with respect to the
stress, cf. Eq. (98):

dAey, 3 Atfr(T) [§ ( 1 fyGun) f(,(&vM))é, @)

08,41 2 O 2\om 00w oM

1
+fo (vm) <A1 - gAz):|- (102)

The presented stress update algorithm as well as the CTO have been implemented
into the commercial FE code ABAQUS via a user material subroutine (UMAT). In
[19, 53], the performance and accuracy of this implementation are examined based
on several benchmark problems considering uniaxial as well as multiaxial stress and
deformation states.

4 Analysis of an Idealized Rotor

The phase mixture model has been implemented into the FEM since this contribu-
tion aims at analyzing complex power plant components under realistic boundary
conditions (BCs). Therefore, this section discusses the simulation of the mechanical
behavior of a steam turbine rotor. Similar analyses have been conducted before, cf.
[42, 68]. In [42], the cyclic thermo-mechanical behavior of an industrial gas turbine
rotor is simulated with a viscoplastic constitutive model using an axisymmetric finite
element mesh. Thereby, the thermo-mechanical analysis is divided into two steps.
As a starting point, the temperature distribution in the rotor is computed during a
heat transfer analysis. For this purpose, the gas temperatures are prescribed as ther-
mal BCs, and the corresponding heat transfer coefficients are provided as input. In
a second step, the temperature field serves as input for the structural analysis. Addi-
tionally, Zhu et al. present the results of a similar thermo-mechanical analysis based
on a three-dimensional finite element model.

Nevertheless, both publications provide insufficient or normalized information
with respect to the precise geometry of the rotors or the applied BCs. Therefore, this
contribution makes use of a different model, i.e. we analyze an idealized steam turbine
rotor with an inlet groove. This procedure is based on [12], where the authors examine
the behavior of the rotor subjected to a hot start, a subsequent holding stage, as well as
a cool-down. Though, the consideration of cold starts is of crucial importance since
the temperature gradients are expected to exceed the thermal loads during a hot start
significantly, thus resulting in a higher impact on the rotor. In contrast to previous
calibrations of the phase mixture model, e.g. [50], which are restricted to relatively
narrow temperature ranges, i.e. 773 K < T < 873 K, the current model is applicable to
a wider temperature range (673 K < T <923 K), which allows for the consideration
of cold starts. Thus, we examine the influence of a cold start and a subsequent hot start
on the mechanical behavior of the rotor. In analogy to the approaches suggested in
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[42, 68], the thermo-mechanical analysis is only partly coupled since the influence
of the thermal loads on the mechanical behavior is taken into account, whereas
the inverse phenomenon, i.e. the influence of the mechanical deformations on the
temperature field, is neglected. This procedure results in a significant reduction of
the computational effort compared to a fully coupled thermo-mechanical analysis.
In summary, the thermal analysis (described in Sect.4.1) will yield the temperature
distribution, which will serve as input for the subsequent structural analysis, cf.
Sect.4.2.

4.1 Heat Transfer Analysis

In the following, the model, the BCs, as well as the results of the heat transfer
analysis are presented. The upper pictures of Fig. 6 illustrate the idealized geometry
and the employed axisymmetric finite element mesh. Note that we make use of the
heat transfer element DCAXS, which is an axisymmetric quadrilateral element with
8 nodes and quadratic shape functions. The notch induces stress and strain gradients,
which are accounted for by refining the mesh near the notch root. Furthermore,
several partitions have been used in order to obtain a structured regular mesh. The

geometry axisymmetric FE mesh (DCAXS)
L | B
Ly
T
Ls
p 4
900
Ts —
800
nee wl| &
- Sl K2
- e
T K] 500 [
I K;th [Wm72 Kfl}
400
0 z [mm] L1 L2 L3

Fig. 6 Geometry, mesh, and loads for the heat transfer analysis of a steam turbine rotor with an
inlet groove based on [12, 19]
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bottom left diagram in Fig. 6 presents the dependence of the steam temperature on
the longitudinal coordinate z. As can be seen, the steam temperature is assumed
to depend linearly on the longitudinal coordinate, and it is constant near the notch,
ie. T(L| <z <L) =T,. Furthermore, the rotor is equally heated from the left and
the right side, i.e. T(z=0) =T (z=L3) = T;. Changes in the steam parameters are
taken into account by different heat transfer coefficients «{" and «%', which depend
on the steam temperatures. Note that the heat transfer coefficients are reasonable
experience values and have been derived according to [69].

The temporal change in the steam temperatures 77 and 75 is depicted in the
bottom right diagram of Fig. 6. Since the complex thermo-mechanical loads in power
plants are instationary and difficult to measure, it is a challenging task to obtain
specific information on the temperature fields during the start-ups and shut-downs.
Leyzerovich classified start-ups into three categories, i.e. cold, warm, and hot starts
[70]. Considering a cold start, the previous shut-down must have taken place at least
three days ago or the maximum pre-start temperature of the components must be
lower than 393—433 K. In [71], similar limits are given for the steam temperatures.
The outage before a hot start should not exceed 8—10 h, and all intermediate start-ups
are denominated as warm starts [70]. Bearing these limits in mind, we define the pre-
start steam temperatures 7}(t =0h) =433 K and 7,(t =0h) =523 K for the heat
transfer analysis. In a first step, the rotor is heated up to a maximum temperature of
873 K. Then, the steam temperature is held constant over 23 h, which is followed by
a decrease in temperature to 623—-673 K. Finally, the rotor is restarted after a holding
time of 12h and the constant maximum temperature of 873 K is prescribed during
23 h before the final cool-down. A wide artificial temperature range for the loading
profile has been chosen to demonstrate the characteristics of the model.

The results of the transient thermal analysis are summarized in Fig. 7. Note that the
temperatures are evaluated at two specific points: point A at the notch root and point B
on the axis of rotation. The temporal evolution of both temperatures is shown in Fig. 7,
while the results with respect to the cold start are located at the left-hand side and
the corresponding data for the hot start is shown at the right-hand side. Additionally,
vertical lines indicate the points in time with respect to the maximum absolute tem-
perature differences | Ty — Tg| during the warm-up and the cool-down, respectively.
Contour plots visualize the corresponding temperature fields. In agreement to the
findings in [42], one observes the absolutely highest temperature differences during
the start-ups. As one would expect, the maximum temperature difference (227 K)
occurs during the cold start, thus significantly exceeding the highest temperature dif-
ference during the hot start (=166 K). Because the rotor is heated externally by the
steam, the temperature T at the surface is higher than the internal temperature 7y dur-
ing heating-up. In contrast, while cooling down, the temperature in point B decreases
more slowly than the surface temperatures, e.g. in point A. Consequently, the internal
temperatures are higher than the temperatures at the surface. Furthermore, it is worth
noticing that the maximum temperature difference during cool-down is relatively
low (&72 K). The temperature difference is even lower during the holding stage and
accounts for only ~27 K.
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Fig. 7 Temperature distributions within the rotor and the temperatures 7 and 7g in points A and
B versus time. Cold start (left) and hot start (right), cf. [19]

4.2 Structural Analysis

This section presents the structural analysis with the phase mixture model, starting
with the obtained temperature fields as input. For this purpose, we make use of the
continuum element CAXS, which is also an axisymmetric quadrilateral finite element
with 8 nodes and quadratic shape functions. As can be seen in the upper pictures of
Fig. 8, the finite element mesh from the heat transfer analysis is reused, which is due
to the fact that the elements DCAXS8 and CAXS are both 8-node quadrilateral finite
elements with quadratic shape functions, thus providing an identical description
of the geometry and the field of unknowns in both cases. In addition, the applied
mechanical BCs are depicted in the bottom left diagram in Fig. 8. Since the model is
axisymmetric and rigid body motions must be prohibited, we set the displacements
normal to the edges r =0 and z=0 to zero. The steam pressure p(¢) acts on the
upper edge of the rotor (marked in red), and the time-dependent frequency f(¢) is
prescribed such that the body rotates along the z axis (indicated in blue). Since the
start-up and shut-down procedures are simulated, both the steam pressure as well as
the frequency are time-dependent, cf. the bottom right diagram in Fig. 8.

In the following, selected results of the structural analysis are presented. The
mechanical strains and stresses in point A are depicted over the time scale in Fig. 9.
Thereby, a vector basis has been introduced, including the unit orthogonal vectors r,
e, and e, cf. the bottom right diagram in Fig.9. Note that these vectors also rep-
resent the principal directions of both the mechanical strain tensor and the stress
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Fig. 8 Geometry, mesh, and loads for the structural analysis of a steam turbine rotor with an inlet
groove based on [12, 19]
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Fig.9 Normalized mechanical strains (top) and stresses (bottom) in point A versus time. Cold start
(left) and hot start (right), cf. [19]
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tensor [12]. The absolute minimum tangential strain |g;, | is used to normalize the
strains, which are shown over time in the upper diagrams of Fig. 9. The corresponding
stress components are normalized with respect to the absolute minimum tangential
stress |0y, |, and these results are summarized depending on time in the lower dia-
grams of the same figure. As in the previous figures, we locate the results of the cold
and hot start at the left and right-hand side, respectively.

Due to the BCs, the normal stress equals the negative steam pressure, i.e. 0, = —p.
When the rotor is heated up, i.e. at &~ 6 h and ¢ ~ 45 h, compression occurs and the
circumferential and tangential stresses and strains are minimized. It becomes obvi-
ous that the tangential and circumferential stresses and strains attain their absolute
maximum values during the cold start. In addition, the tangential strain increases
continuously, which is due to creep during the holding stages. Contrarily, the cir-
cumferential and tangential stresses decrease over time, thus stress relaxation can be
observed. The rotor is subjected to tension during the cool-down since the tangential
and circumferential stresses and strains are positive.

As itis shown in Fig. 9, the tangential stress and strain feature the highest absolute
values throughout both cycles. For this reason, we focus on these two components
in the following, cf. Fig. 10. The upper diagrams of this figure show both compo-
nents, i.e. the normalized tangential strain and the corresponding stress, in point A
depending on the time. In addition, the lower diagrams illustrate the dependence of
the normalized tangential stress on the normalized tangential strain. We mark dis-
tinct points in red and assign numbers to each point to highlight the different stages
during the temperature cycle, cf. Fig.7 and 10. Between points 1 and 3, the rotor
is heated up, whereas two stages can be distinguished: a warm-up with increasing
temperature difference 7o — T (1-2 during the cold start and 6—7 during the hot start)
and a phase with decreasing temperature difference (2-3 and 7-8 for cold and hot
start, respectively). With increasing temperature difference, the tangential stress and
strain decrease, i.e. the rotor is compressed. In analogy, if the temperature difference
decreases in the second stage, the lower temperature differences result in a reduc-
tion of the absolute strain and stress values. Afterwards, the holding stage follows
between points 3—4 and 8-9, respectively. Here, creep and relaxation processes take
place such that the strain increases continuously, whereas the stress is reduced at the
same time. Applying a similar procedure as for the warm-up, the cool-down (4-6
and 9-11) can be divided into two different stages. Between the points 4-5 and 9-10,
one can observe the decrease in the temperature difference up to To—T5 ~ —72 K.
Here, tensile stresses and strains occur. Within the last range, i.e. 5-6 and 10-11,
the cool-down is completed and followed by a short holding stage. Due to the low
absolute temperature difference |7 —T7g|, both the tangential stress and strain are
reduced.

In what follows, let us examine the behavior of the normal and circumferen-
tial stresses and strains in detail. In the upper diagrams of Fig. 11, the normalized
circumferential and normal strains are depicted depending on the normalized tan-
gential strain in point A. Note that as before the diagrams on the left-hand side refer
to the cold start, while the diagrams on the right-hand side show the results with
respect to the hot start. The diagrams at the top reveal that the ratios of the principal
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Fig. 10 Normalized tangential strain and stress in point A versus time (top). Normalized tangential
stress versus normalized tangential strain in point A (bottom), cf. [19]
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strains change during the cycles, i.e. one can observe nonproportional loading in
point A [72]. Nevertheless, the principal directions n, e,, and e, are still fixed. Addi-
tionally, the lower diagrams of Fig. 11 present the hysteresis loops with respect to the
tangential and circumferential components. It becomes obvious that the hysteresis
loops of the circumferential components are of a similar size as the corresponding
loops of the tangential components, such that the influence of the circumferential
components should definitely be taken into account when evaluating the mechanical
work dissipated during the cycles [12].

The presented simulation results in this section agree well with published results
for a hot start, cf. [12]. Note that cold starts have been simulated as well, which
is possible due to the applicability of the current calibration to wide temperature
ranges, i.e. 673 K < T <923 K. The simulation of a cold start followed by a hot start
highlights the differences between the two starting procedures and the influence of
the inhomogeneous temperature field on the stresses and strains.

5 Summary and Outlook

The contribution at hand presents a phase mixture model, the implementation of this
model into the FEM, and the final analysis of a steam turbine rotor. Thereby, we focus
on the tempered martensitic steel X20CrMoV12-1, whose mechanical behavior at
elevated temperatures is modeled via the phase mixture approach.

The first part of the contribution, cf. Sect. 2, introduces the governing equations of
the phase mixture model, which accounts for inelastic deformations as well as soft-
ening and hardening processes by modeling the material as an iso-strain composite
consisting of a soft and a hard constituent. While the soft constituent refers to the sub-
grain interior, i.e. regions with low dislocation density, the hard constituent comprises
the subgrain boundaries, i.e. regions with higher dislocation density. After introduc-
ing two internal variables—a backstress and a softening variable—one obtains a
coupled system of three evolution equations with respect to the inelastic strain of the
mixture and the two internal variables.

In a previous paper, this model is calibrated based on creep and HT tensile
tests on the alloy X20CrMoV12-1. It has been demonstrated that the model accu-
rately predicts the experimental data for wide ranges of temperature and stress, i.e.
673K <T <923K and 100 MPa <o <700 MPa, respectively. As can be seen, the
applicability of the phase mixture model has been significantly extended compared to
previous attempts, cf. [SO], which are applicable to smaller ranges of stress and tem-
perature (150 MPa <o <200 MPa, 773 K < T <873 K). Note that the model should
only be applied to relatively high strain rates &,y > 1077 s~!. After all, the presented
constitutive model requires only 16 material parameters for robust simulations of
hardening and softening behavior over wide ranges of stress and temperature, which
constitutes a major advantage of the present approach. Note that the majority of the
proposed models for tempered martensitic steels demands for 20 parameters and
more, as already discussed in Sect. 1.
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The next part of this contribution focuses on the implementation of the constitutive
model into the FEM. For this purpose, the resulting system of evolution equations is
implicitly integrated with respect to time based on the backward Euler method. Note
that this procedure results in a nonlinear system of equations, which is solved by
means of the Newton—Raphson method. In addition, the consistent tangent operator
is derived analytically based on the system of evolution equations, while exploiting
the implicit function theorem. To implement this model into the commercial finite
element code ABAQUS, a UMAT subroutine has been written.

Finally, the implemented phase mixture model is used to simulate the mechani-
cal behavior of a steam turbine rotor. Although similar analyses have already been
conducted, cf. [12, 42, 68], the influence of the different starting procedures has
not been examined yet. Therefore, a thermo-mechanical analysis for a cold start and
a subsequent hot start is conducted using an axisymmetric model. In a first step,
we prescribe the instationary steam temperature and heat transfer coefficients for a
heat transfer analysis, which yields the resulting temperature field in the rotor. One
observes that the largest temperature difference of 227 K occurs during the cold start.
In contrast, the maximum temperature difference during cool-down is relatively low
and accounts for only 72 K. Next, the computed temperature field is used as input for
the subsequent structural analysis with the phase mixture model. It is worth noticing
that the highest absolute stresses and strains occur during the cold start. In addition,
the holding stages of both cycles exhibit creep and stress relaxation, such that the
strains increase steadily while the stresses decrease over time. Generally speaking,
these results highlight the differences in the temperature, stress, and strain fields
depending on the start-up procedure under consideration, i.e. a cold or a hot start.
The results clearly show that it is of crucial importance to consider cold starts as
well during the simulation of power plant components. In a subsequent analysis,
one could use these obtained stress and strain tensors to evaluate creep and fatigue
damage, cf. [73], and to predict the lifetime of power plant components.

As a starting point, this contribution investigates a rotor with relatively simple
geometry subjected to idealized thermo-mechanical loads. These simplifications
and assumptions are due to the lack of precise data with respect to the geometry
and the loads of real parts in literature. For this reason, power plant components
under service-type loads should be analyzed with the phase mixture model in future
studies. These analyses demand for the publication of additional experimental data
concerning the thermo-mechanical loads on the components, such as the resulting
temperature distribution on the surface of steam turbine rotors. Furthermore, the
set-up of an axisymmetric finite element model, as it is also done in [42], is an
acceptable simplification, but it would be beneficial to employ a three-dimensional
model to account for the influence of the rotor blades, cf. Fig. 1.

In order to precisely predict the lifetime of power plant components, one should
focus on simulating the effect of cyclic loads, i.e. the analysis should account for
a large number of cycles. Then, a fine resolution of the temporal scale is required,
such that the computational effort increases exponentially, considering also complex
geometries and realistic BCs. Therefore, the numerical performance and efficiency
of the current numerical implementation should be examined in detail. In case of
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high computational costs, one could replace the full Newton—Raphson method by
less expensive approaches, such as the discretized or modified Newton—Raphson
methods, cf. [60]. Nevertheless, the rate of convergence often deteriorates applying
these methods, which should be checked carefully.

If the integration of other iteration approaches does not reduce the computational
costs adequately, one can resort to explicit integration methods since the discrete con-
stitutive equations are considerably easier to derive compared to implicit methods
and a nonlinear system of equations must not be solved. However, explicit methods
are only conditionally stable, such that automatic time stepping should be imple-
mented including a critical time step size, cf. for example [74]. In this way, one
could examine if the computational costs can be reduced by using explicit integra-
tion methods with automatic time stepping. Note that these possible improvements
of the implementation of the phase mixture model are proposed in order to enable an
efficient in-service assessment of power plant components, such that one can deduce
measures to improve their design and extend their lifetime.
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Abstract In this paper, the influence of the microstructure of a cast aluminium alloy
used for pistons in combustion engines on the local and global deformation behavior
is investigated by means of microstructure-based cell models and the finite element
method. Therefore, a representative microstructure is digitized using nano computer
tomography. In the digitized and segmented data, the aluminium matrix, silicon parti-
cles, pores and two intermetallic phases are distinguished. Microstructure-based cell
models are created and linear-elastic, thermal and viscoplastic material properties are
assigned for the finite element simulation in ABAQUS/Standard. The elastic, macro-
scopic nearly isotropic material behavior is shown for 64 different microstructure-
based cell models with 200 x 200 x 200 elements with microstructure-dependent
material properties at room temperature. A microstructure cell is subjected to a ther-
mal cycle with zero macroscopic loading in order to examine the influence of the
thermal mismatch between the individual microstructure phases on the resulting
stresses and strains on the micro level. High stresses at interfaces of silicon particles
and the aluminium matrix occur in the linear-elastic simulation, whereas an elastic-
viscoplastic material behavior of the aluminium matrix leads to a overall stress relief
in the microstructure cell.
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1 Introduction

In the current discussion regarding the emission of vehicles with combustion engines,
the focus lies on the reduction of carbon dioxides and nitrogen oxides. The reduction
of mileage is achieved by more efficient and highly loaded engines as well as by those
of lighter vehicle design. However, severe emission standards and safety aspects must
be maintained. Simply reducing the weight of the passenger cab or the car body is
insufficient, meaning that other components, i.e. the combustion engine must also
be designed with a lightweight construction. Preferably aluminium materials are
used in many parts of the combustion engine that exhibit low density, high thermal
conductivity, very good castability and high corrosion resistance.

Eutectic cast aluminium alloys (e.g. AlSil2) are currently used for pistons and
hypo-eutectic cast aluminium alloys (e.g. AISi7Mg or AlSi10Mg) for cylinder heads
in diesel and gasoline engines. These components are exposed to severe temperature
cycles during service, leading to low-cycle fatigue (LCF). Because the stresses are
mainly caused by the temperature cycles, one speaks of thermomechanical fatigue
(TMF). Since extreme thermal and mechanical loads involve time-dependent plastic
deformation, short fatigue cracks are formed after relatively few thermal cycles and
the fatigue crack growth limits the lifetime expectancy of the components. Due to the
piston stroke, high-cycle fatigue (HCF) is superimposed to the thermal cycles, so that
TMEF/HCF loadings act on these components. Additionally, thermal fatigue interacts
due to the combustion process and the impact of cold fuel on top of the piston bowl. In
engine bench tests, a given design is investigated for its TMF/HCF behavior usually
under more severe conditions than the engine is exposed to in service. However, these
tests are still expensive and time consuming and uncertainties in the given design
remain due to the fact that the test results must be extrapolated to typical service
conditions.

The finite element method is a powerful tool to computationally analyze and opti-
mize a component at low financial burden and thus reduce the overall development
costs. Therefore, suitable material models for cyclic plasticity and mechanism-based
lifetime models must be applied in a finite element (FE) simulation in order to predict
reliable stresses and (in)elastic strains as well as lifetime. Downsizing concepts com-
bined with new combustion processes, new supercharging concepts and advanced
injection and ignition systems increase thermal and mechanical loads in the com-
ponents. Because the materials are brought even closer to their load capacity under
TMF/HCEF, the quality of the underlying models for plasticity and lifetime must be
even improved in the FE analysis.

In this paper, detailed microstructure-based FE analyses of an aluminium material
are presented in order to determine the influence of the microstructure on local plas-
ticity and possible (initial) fatigue cracking behavior. Based on these first FE analyses
it is intended to develop a new mechanism- and microstructure-based lifetime model
for the reliable lifetime prediction of aluminium materials. The paper is structured
as follows: In Sect. 2, the materials microstructure and its mechanical properties are
characterised. Section 3 describes the reconstruction of the FE model and the assign-
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Fig. 1 Microstructure of the
cast aluminium alloy
AlSi12CuNiMg-T7
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ment of microstructure-based material properties. Macroscopic anisotropic material
behavior for a microstructure-dependent linear-elastic material law is investigated
in Sect.4. In Sect. 5 a microstructure-dependent plasticity model is applied and the
resulting stress distribution in the FE model is analyzed under thermal loading. The
paper is summarised in Sect. 6.

2 Microstructure and Material Characterization

In this paper, the cast aluminium alloy AISi12CuNiMg-T7 is investigated, which
is used for pistons in diesel combustion engines. The alloy is eutectic with 12%
silicon, which ensures high-temperature strength at operating temperatures up to
420 °C. Before service, pistons are usually tempered to a strength enhancing T6 heat
treatment by solution annealing, water quenching and artificial ageing. Due to the
high service temperatures, the piston becomes overaged at near-surface areas already
after a few hours of operation. The alloy is therefore additionally overaged to a T7
state for 100h at 350 °C after the T6 heat treatment.

A typical section of the materials microstructure is shown in Fig. 1. The microstruc-
ture consists of @-aluminium matrix, large primary silicon particles up to a size of
100 wm, several intermetallic phases and isolated pores. The microstructure mor-
phology of pistons is determined due to local very different solidification conditions.
According to Gao et al. [1] the porosity, the secondary dendrite arm spacing, the
aluminium matrix, silicon particles and rich iron-containing intermetallic phases
have a major influence on the lifetime of cast aluminium alloys. The lifetime of the
investigated AlSi12CuNiMg-T7 alloy depends, besides on the applied mechanical
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load, on the applied temperature, which is shown in the Wohler diagram in Fig. 2 for
strain-controlled LCF tests under fully reversed cyclic loading.

The LCF tests with a mechanical strain amplitude of eM™" = 0.4% exhibit a
shorter lifetime at low temperatures (i.e. at room temperature and 150 °C) than at
temperatures above 250 °C. This inverse temperature dependency is also existent, but
less pronounced, at a strain amplitude of e™" = 0.2%. For many metallic materials,
i.e. nickel-based superalloys, the lifetime reduces with increasing temperature due to
adrop of the mechanical properties, i.e. Young’s modulus E or cyclic yield stress ocy,
that is also observed for the aluminium alloy at a strain amplitude of e™" = 0.15%.
In addition, anisothermal out-of-phase (OP) TMF tests between 150 and 420 °C are
investigated without and with a dwell time of 60 s at maximum temperature. The TMF
lifetimes are found to lie at the lower scatter band, whereas the applied dwell time in
the TMF tests slightly reduces the lifetimes. Since the isothermal lifetime behavior
can not be explained solely by means of the mechanical material properties, it can
be assumed that the material’s specific microstructure influences the mechanism of
crack initiation and growth and thus the lifetime in dependence of the temperature.

Under HCF loading at room temperature, cracks are initiated by the partial
debonding of the silicon particles from the aluminium matrix, while under LCF
conditions crack initiation and crack growth is determined by the brittle fracture of
the silicon particles [2]. At low temperatures, the mechanical stress is carried by the
hard phases, that exhibit a higher strength than the aluminium matrix [2]. Due to high
stress concentrations and the brittle fracture behavior of the silicon particles, small
micro cracks are formed in the material [3], whereas the fracture surface is mostly
perpendicular to the loading direction [4]. At elevated temperatures, the strength of
the aluminium matrix is decreased significantly and the silicon particles detach from
the aluminium matrix [3-5]. The fatigue crack growth is now determined mainly by
the properties of the matrix, the shape of the crack tip front [2] and the circumjacent
microstructure morphology [6]. The cracks preferably grow along cavities between
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of debonded particles, while with appropriate crack length or sufficient crack tip
driving force, a crack might also cut particles and intermetallic phases [5-7].

The crack growth behavior was assessed with fracture mechanics parameters, i.e
the cyclic crack-tip opening displacement ACT O D in[7, 8] for adual Al-Si alloys or
the J-integral in [9] for a ductile, porous solid material. The interaction between the
material matrix and microstructural features such as hard phases or pores in terms
of deformation, crack initiation and fatigue crack growth has often been studied
for various metallic materials with two- or three-dimensional microstructure-based
models by means of the finite element method. For particle reinforced metal matrix
composites the reader is referred to [ 10—12], materials with metallographic structures,
e.g. sintered steels to [13], lamellar cast iron to [14] and cast aluminium alloys, i.e.
A356to [2, 7, 15] and AlSil2 to [3, 16].

For the numerical analyses of stresses and strains of heterogeneous materials, e.g.
by means of the finite element method, the microstructure must be digitized first,
which is usually done by serial sectioning [10, 11] and X-ray computer tomography
[2, 15, 17], single scanning electron [12, 13] or light microscopy [3, 16]. The dig-
itized microstructure must then be prepared to establish microstructure-based cell
models for the finite element analyses. The cell models can either be discretized
with tetrahedron elements or voxel-based with hexahedron elements. With these two
methods, the transfer of the digitized data into a robust finite element mesh is quite
simple. However, a large number of finite elements are generated and hence long
calculation times and also large computing capacities are required. Approaches to
reduce the number of finite elements are i.e. the octree-based meshing method pro-
posed in [18] or an overlay grid procedure as presented in [19]. In voxel-based meshes
the interfaces between different microstructures are zig-zag shaped and especially
in linear-elastic analyses, high local stresses and strains can occur at points with
complex geometry shapes [2]. The interface between different microstructures can
be modelled more precisely using a tetrahedron mesh, however the discretization
might becomes very fine for an automatized meshing.

For hypo-eutectic cast aluminium alloys, the influence of pores as the origin for
fatigue cracks is often studied in literature. In [15], crack initiation spots from exper-
imental observations at pores with complex shaped geometries are reproduced in a
microstructure-based FE model. The crack path is determined by a three-dimensional
stress state and the respective plastic strain fields around the crack tip [15]. Further-
more, damage in silicon particles at the advancing crack tip front is considered [15].
According to Teranishi et al. [2], the stress concentration and the three-dimensional
stress state of the silicon particles are the main reasons for the damage of particles
of the investigated A356 alloy. Fan et al. [20] figured out, that fatigue cracks in a
cast A356-T6 alloy develop preferentially from silicon particle clusters, pores, oxide
films and locations with damaged or detached particles due to plastic shear strain and
strongly activated slip bands. The influence of the particle or pore size and distance,
the aspect ratio and particle clusters, as well as the distance of a pore to the surface
is investigated in [20] with two-dimensional FE simulations.

The cast AlISi12CuNiMg alloy is analyzed in [3, 16] by means of temperature-
dependent two-dimensional FE simulations. In both publications, the metallic matrix
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is modelled with an elastic-plastic material law, whereas the hard phase (in particular
silicon particles) is assumed to behave linear-elastic. In [16], the inhomogeneous
distribution of plastic strain is mentioned as the significant damage factor for the
aluminium matrix, which is oriented in slip bands at 45° to the uniaxial loading
direction. The comparison of finite element simulations with real shaped particles
and with a simplified ellipsoidal shape shows almost no influence in the macroscopic
material behavior, but the local stress concentration at the simplified shaped silicon
particles is significantly diminished [16]. The local stresses in the metallic matrix
depend hardly on the particle geometry [16]. At low temperatures, the stress is mainly
received by the hard phase, while at high temperatures plastic yielding occurs in the
metallic matrix around the particles [3].

Because of the complex microstructure morphology of cast aluminium alloys,
two-dimensional FE simulations are limited to examine local stresses and plastic
strains accurately. Therefore, a three-dimensional microstructure-based cell model
is created for the FE simulation in ABAQUS for the AlSi12CuNiMg-T7 cast alu-
minium alloy. The focus lies on the thermal mismatch between the primary silicon
particles and the aluminium matrix, that is responsible for thermal fatigue (TF).
The influence of the microstructure and thermal fluctuations on the TF life can be
experimentally analyzed. However, the experimental test set-up is rather complex
and challenging, so that numerical simulations can be used instead to understand TF
for the considered material. Therefore, microstructure-based cell models are created
and elastic, viscoplastic and thermal material properties are assigned in the following
sections.

3 Microstructure-Based Cell Model for FE Analysis

In this section, the numerical homogenization method for the computation of macro-
scopic quantities is described in Sect.3.1. The digitization of the microstructure
follows in Sect.3.2, the reconstruction of the microstructure-based cell model in
Sect. 3.3 and the assignment of the material properties in Sect.3.4.

3.1 Numerical Homogenization Method for the Computation
of Macroscopic Quantities

For the evaluation of the macroscopic quantities, i.e. of stresses and strains, it is
necessary to homogenize the local results of the microstructure cells. According to
Hill [21], the macroscopic quantity ¥ can be calculated by the volume average of
the local varying quantities :

1
W=<w>=7/wdv. ()
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The integrated work-rate over the micro level w has to be equal to the work-rate
calculated on the macro level W:

W =(oc:6)=W=2X:E. 2)

Therefore, one of the following boundary conditions from Hill [21] has to be fulfilled
on the outer free surfaces of the volume element:

1. the fields of velocity are linear: it = E - x,
2. the vectors for the force are linear: t =0 -n =X - n,
3. acombination of these two boundary conditions: (it — E - x) - ((c — X) -n) =0,

where # is the velocity vector, ¢ the force vector, x the position vector, and n the
normal vector of the surface. o and € is the stress, respectively strain tensor on the
microscale and X' and E on the macroscale. In the following different macroscopic
uniaxial stress states are applied to the cells. Therefore, two opposite surfaces of
the microstructure cell are loaded displacement controlled perpendicularly to the
respective surface whereas the other four surfaces remain without force. Admissible
periodic boundary conditions, i.e. according to Suquet [22], are not applied in this
work.

3.2 Digitization of the Microstructure

A sample of the aluminium alloy’s microstructure was digitized using nano com-
puter tomography (nano-CT) technology. This technology is non-destructive and
comparatively fast, but the subsequent segmentation of the microstructure features is
time consuming and sometimes difficult, especially between silicon and aluminium.
The digitized microstructure volume has a diameter of approximately 870 um and a
length of 1410 wm with a respective voxel edge length of 0.67 pm. A masked grey
scale image of the digitized microstructure is shown in Fig. 3.

The grey scale value contains the information about the microstructure phase:
Pores (0, black), silicon (1, dark grey), aluminium (2, grey) and two intermetallic
phases (3/4) subdivided by weaker (3, light grey) and stronger (4, white) X-ray
absorption. However, the investigated cast aluminium alloy includes more than two
intermetallic phases (see in [3]). Since the composition of the intermetallic phases is
not specified more precisely, the phases are named as intermetallic phase 1 and
intermetallic phase 2. In a first step, the volume fractions of the microstructure
features are analyzed for a volume of 800 x 800 x 2000 voxels. In this volume,
the microstructure consists of 0.17% pores, 79.63% aluminium, 13.58% silicon,
5.59% intermetallic phase 1 and 1.03% intermetallic phase 2.
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Fig. 3 With nano-CT
technology digitized
microstructure of the cast
aluminium alloy
AlSi12CuNiMg-T7

3.3 Reconstruction of the FE Model

For an automatized reconstruction of different microstructure-based cell models the
Python [23] interface of ABAQUS/Standard [24] is used. Therefore, the cell size and
its position in the overall digitized volume is defined first (see Fig.4). The FE mesh
is generated using the voxel-based meshing technique. Each voxel is converted to a
hexahedron finite element with linear interpolation functions and reduced integration
scheme (element type C3D8R according to the ABAQUS/Standard manual [24]).

Thus, the discretized cell size corresponds directly to the number of voxels of the
digitized data. To generate a three-dimensional cell model, a whole stack of images
is processed. A three-dimensional microstructure cell with a cell size of 200 x 200
x 200 finite elements is shown in Fig. 5.

3.4 Determination and Validation of
Microstructure-Dependent Linear-Elastic,
Viscoplastic and Thermal Material Properties

For the FE analysis of the cell models, reliable, temperature-dependent material
properties must be assigned to the individual microstructural phases.
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Fig. 5 Discretized intermetallic
three-dimensional cell model phase 2
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3.4.1 Linear-Elastic Properties

Material properties from the literature are used to describe the linear-elastic material
behavior of the respective phases. The Young’s modulus E for the AlSi12CuNiMg-
T7 alloy is 80 GPa at room temperature, which was determined from the LCF tests
in Fig.2 at half lifetime. Values for aluminium of 69 GPa [1], 70.3 GPa [25] and
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84.6 GPa [26] are given in the literature. Based on the literature values, E = 71.7 GPa
is assigned to the aluminium matrix at room temperature.

For single crystal silicon, the Young’s modulus according to Hopcroft et al. [27]
is 169 GPa for the (110)-direction and 130 GPa for the (100)-direction. The value for
the (110)-direction is almost confirmed by Ang et al. [28] with 163 GPa. According to
Ang et al. [28], the modulus of elasticity decreases slightly with temperature, which
is also reported in [29-31]. Chen [26] determined a Young’s modulus of 148 GPa
using nano indentation, which approximately corresponds to the value of 140.3 GPa
given in [25]. In [3], literature data in a range between 120 and 165 GPa are reported.
Based on the data found in the literature, a value of 148 GPa is applied for silicon at
room temperature according to Chen [26]. A slight temperature dependence is taken
into account as described in [28].

A list of potential intermetallic phases of the Al-Cu-Fe—-Mg-Ni-Si system is
given in [32]. The intermetallic phases for comparable AlSil12 alloys are investigated
in [6, 26]. According to thermodynamic simulations by Chen [26], three stable inter-
metallic phases, namely Al3Niy, AlgFeNi and AlsCu,MggSie are formed at a tem-
perature of approximately 540 °C and the Al;Cu4Ni phase at approximately 370 °C.
In [26], seven intermetallic phases were observed by differential scanning calorime-
try tests, which are, in addition to the already mentioned phases, «-AlFeMnSi, the
strengthening phase Mg, Si and Al,Cu. Moffat [6] traced AICuNi phases, Mg,Si and
Al,Cu. Based on energy-dispersive X-ray spectroscopy analyses, the aluminides
Al3(CuNi),, AlgFeNi, Al;5(CuFeMn);Si,, Al;Cuy and Al,Cu and the magnesium
compound Mg, Si are detected in [3].

Since only two intermetallic phases are separated in the digitized data, the inter-
metallic phases detected by Chen [26] are split into two groups with different Young’s
modulus: In the group of “soft” intermetallic phases, the phases Al,Cu (0.3 wt%)
and AlsCu,MggSie (1.6 wt%) are described with a modulus of elasticity of 114 GPa.
In the group of “hard” intermetallic phases, AlgFeNi (6.4 wt%), Al;CuyNi (5.8 wt%)
and AlFeMnSi (0.2 wt%) are described with a Young’s modulus of 170 GPa. The
determined volume fractions of the two phases according to Chen [26] are very
similar to what is found in this work.

In order to capture the temperature-dependent material properties of the cast
AlSi12CuNiMg-T7 alloy by means of the macroscopic response of the cell model, the
microstructure-dependent material properties need to be temperature-dependent too.
The slight temperature dependence of silicon is taken into account with the formula
given in [28]. The Young’s modulus of the aluminium matrix is scaled for elevated
temperatures according to the experimentally found relation of the aluminium alloy:
i.e. E(T)/Ey-c. For simplicity reasons, the intermetallic phases are assumed to
behave temperature-independent.

For the microstructure-based analysis of the macroscopic elastic response, a voxel
based cell of size 200 x 200 x 200 finite elements is calculated. The volume frac-
tions in the cell are very similar to the overall measured volume fractions in the
nano-CT scan. The microstructure-based cell is loaded uniaxially in each principal
direction perpendicularly to the outer free surface. Thus, three different uniaxial stress
states are obtained for which the respective Young’s modulus is evaluated. The mean
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values, compared to the experimental results, are shown in Fig. 6. For all considered
temperatures, the modulus of elasticity in the simulation is slightly higher than in
the experiment and the deviation increases with increasing temperature. Because the
numerical results correspond quite well to the experimental observations no further
curve fitting is carried out.

3.4.2 Thermal Properties

In the following, the microstructure-dependent coefficient of thermal expansion is
determined for the described cell model. In [26], partially non-isotropic thermal
expansion coefficients oy, are determined for the different phases of the cast alu-
minium alloy. In this work, a thermal expansion coefficient of azg, = 3.7 - 1076 1/K
is assumed for silicon, which agrees well with the results in [26]. For the defined
intermetallic phase 1, the values given in [26] for intermetallic phases AlFeMnSi,
AlgFeNi and Al;CuyNi are averaged, that is oy, = 14.3 - 107° 1/K. Averaged values
determined by Chen [26] for Al,Cu phase (e, = 17.7 - 107° 1/K) are applied to the
intermetallic phase 2. The thermal expansion coefficient of the aluminium matrix is
considered as an adjustable parameter. The experimental results of the thermophys-
ical analysis of the AlSi12CuNiMg-T7 alloy are shown in Fig.7 (blue curve).

In order to investigate the thermal expansion of the microstructure-based model,
a homogeneous temperature distribution is applied to the cell with an initial temper-
ature of 150 °C and a maximum temperature of 420 °C. The computed macroscopic
coefficient of thermal expansion of a first FE simulation is shown in Fig.7 (orange
curve). In a second FE simulation with a slight modification of the thermal expansion
coefficient of the aluminium matrix the green curve is obtained that fits very well
with the experimental data.
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3.4.3 Viscoplastic Properties

In order to describe the time- and temperature-dependent plasticity of the alu-
minium matrix, a viscoplastic Chaboche model [33] is used. The model is able to
describe the major deformation phenomena at elevated temperatures such as harden-
ing, stress relaxation and recovery processes during dwell times as well as strain
rate dependency. For adjusting the parameters of the time-dependent Chaboche
model, a triangular, fully reversed loading cycle with a mechanical strain ampli-
tude of eM™*" = 0.4% with a constant strain rate of de/dt = 107> 1/s is applied to
the microstructure cell with its 200 x 200 x 200 finite elements. The macroscopic
stresses and strains are evaluated and compared with the experimental hysteresis
loops of different LCF tests (see Wohler curve in Fig.2). The results of the five
investigated temperatures (20, 150, 250, 350 and 420 °C) are shown in Fig. 8.

For all temperatures, the experimental stress-strain-hystereses can be described
very well with the microstructure-based material model. For room temperature and
150°C the strength of the alloy is nearly the same. However, the stresses between
150 and 250 °C reduce significantly. At 420 °C, stresses of only about 40 MPa are
reached for the applied strain amplitude and the material tends to loose its hardening
behavior. Although the isothermal test results are described very well, there is a
significant difference between the experimental results and the FE analysis for the
TMF cycle, see Fig. 8f. The elastic parts of the hysteresis loop at the beginning and
at the point of load reversal are described well. Thus, the temperature-dependent
parameters of the Chaboche model need to be optimised in future works.

4 Microstructure-Dependent Anisotropic Elastic Material
Behavior

In this section, the elastic, macroscopic anisotropic material behavior is investi-
gated by means of microstructure-dependent material properties at room tempera-
ture. Therefore, 64 different microstructure cells with a respective cell size of 200
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Fig.8 Comparison of the elastic-viscoplastic deformation behavior between the reference material
and the microstructure cell for a room temperature, b 150°C, ¢ 250°C, d 350°C, e 420°C and
f TMF between 150 and 420 °C

x 200 x 200 finite elements are reconstructed from the digitized nano-CT scan (see
Fig.3). Linear-elastic material properties are assigned according to Sect. 3.4. Again,
each cell is loaded in the three directions in space normal to its outer surface so that a
uniaxial stress state is obtained. The Young’s modulus is then evaluated by means of
the computed macroscopic uniaxial stress-strain curve. The results of the analyzes
are shown in Fig. 9. It is found that the elastic response of the cells is almost inde-
pendent of the loading direction. The averaged Young’s modulus of E = 82687 MPa
agrees well with the experimental value (E = 80000 MPa). The standard deviation
of the presented results in Fig.9 is 1288 MPa, which is about 1.5% of the averaged
value of Young’s modulus and the maximum deviation that was found in the analyses
is 5%.
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Only the results for cell number 25 deviate significantly from the other results.
The deviation can be explained by means of Fig. 10, where the volume fractions of
the microstructure phases are plotted against the cell number. The averaged Young’s
modulus is shown on the right axis and the magenta line marks the mean value
for all cells. Cell 25 contains a porosity of approximately 2.6%, while the average
value is only 0.17% and thus, a lower value for Young’s modulus is obtained in the
analyses. Figures 9 and 10 indicate, that a high percentage of hard phases (i.e. cells
61 and 64 with >15% silicon and >7% intermetallic phase 1) leads to an increased
macroscopic Young’s modulus, while the porosity (i.e. cells 51, 52, 55 and 56 with
porosity between 0.72 and 0.95% ) and a high percentage of aluminium matrix (i.e.
cells 18 and 36 with >82% aluminium matrix) lead to a reduction of the macroscopic
Young’s modulus.
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5 Microstructure-Dependent Thermal FE Analyses

Due to the mismatch in the thermal expansion behavior of the individual phases,
mechanical (in)elastic strains and stresses can arise locally. In this section, the recon-
structed microstructure-dependent cell is loaded with a homogeneous temperature
distribution between 150 and 420 °C with a temperature rate of 10 K/s at zero macro-
scopic stresses. Two simulations are performed: One with microstructure-dependent
linear-elastic material behavior and one with additionally elastic-viscoplastic mate-
rial behavior for the aluminium matrix. In Fig. 11, the locally resolved maximum
principal stress state of the microstructure-dependent cell from Fig. 5 is plotted after
heating up from 150 to 420°C in Fig. 11a for linear-elastic material behavior and
in Fig. 11b for elastic-viscoplastic material behavior. For the linear-elastic material
properties, high stresses localize around the complex shaped microstructure phases
and in the near surrounding aluminium matrix. The local arising stresses in the
microstructure phases are reduced significantly in the simulation with the elastic-
viscoplastic material behavior.

Figure 12 shows the microstructure (upper figure) and the respective stress dis-
tribution for the linear-elastic analysis (lower left figure) and the simulation with
the elastic-viscoplastic material law (lower right figure) for the aluminium matrix at
420 °C. The stresses are highly concentrated in a silicon particle with a rather bottle-
neck like geometry. In the linear-elastic simulation, the hard phases are consistently
higher and uniformly loaded than in the simulation with the elastic-viscoplastic mate-
rial behavior for the aluminium matrix due to the fact that the surrounding aluminium
matrix is able to transfer also higher stresses. In the more realistic elastic-viscoplastic
simulation, the particle stresses in the linear-elastic analysis of about 800 MPa are
significantly reduced to approximately 400 MPa due to the plastic deformation of
the matrix. In the elastic-viscoplastic simulation the particle stress is centered more
locally, which leads to higher maximum principal stress values at the bottleneck than
in the linear-elastic simulation.

The distribution of the accumulated plastic strain in Fig. 13 shows that the plastic
strain in the aluminium matrix localizes in the surrounding of the hard particles and
in dependence on their local morphology.

The first results indicate that the thermal mismatch between silicon and aluminium
yields to not negligible stresses in the material, which are localized at points with com-
plex microstructure morphology. In the following, the distribution of the stresses in
the aluminium matrix and the silicon particles is analyzed for the whole microstruc-
ture cell statistically. As characteristic quantity the computed von Mises stress is
evaluated at each integration point for the aluminium matrix and the maximum prin-
cipal stress for the silicon particles. In Figs. 14 and 15, the computed stresses are
compared at three different temperatures during the thermal cycle. Figure 14 shows
the results of the FE simulation with the linear-elastic material model. The stresses in
the silicon particles increase with the temperature (see Fig. 14a). At 250 °C, the max-
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imum frequency occurs at a principal stress of 200 MPa, at 350 °C nearly at 400 MPa
and at 420°C at almost 500 MPa. The frequency distribution is shifted to higher
stresses for higher temperatures. The plot of the cumulative frequency distribution in
Fig. 14b shows that the overall stress level is increased with temperature. Maximum
stresses above 1000 MPa are reached at a temperature of 420 °C. This means, that
the mismatch in the coefficient of thermal expansion between the individual phases
dominates the drop in Young’s modulus with increasing temperature. The stress dis-
tribution in the aluminium matrix is shown in Fig. 14c, d. Higher stresses in the alu-
minium matrix occur with increasing temperature. The maximal frequency is almost
independent of the temperature and is located at approximately 50 MPa (see Fig. 14c).
In comparison to the computed stresses in the silicon phase, the stresses in the alu-
minium matrix are equally distributed for 350 °C and 420 °C (see Fig. 14d). Since the
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Fig. 12 Comparison of the maximal principal stress fields for the linear-elastic and elastic-
viscoplastic simulation at 420 °C
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stresses exceed the temperature-dependent yield stress oy of the AlSi12CuNiMg-T7
alloy significantly (i.e. 58 MPa at 250 °C, 40MPa at 350°C, 29 MPa at 420°C) a
simple linear-elastic FE analysis is not sufficient to study microstructure-dependent
resulting stresses in the individual phases due their thermal mismatch.
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Fig. 14 Stress distribution in the silicon particles (a/b) and in the aluminium matrix (c/d) at different
temperatures for the linear-elastic FE analyses

If the deformation behavior of the aluminium matrix is described with the vis-
coplastic Chaboche model, the stresses in the silicon particles are generally reduced.
The maximum frequency in Fig. 15a has a corresponding stress value of 120 MPa
for all three investigated temperatures. The stresses increase slightly with higher
temperature (Fig. 15b), with hardly any difference between 350 and 420 °C. How-
ever, at these two temperatures, maximum stresses above 800 MPa are reached at
some integration points of the silicon phase in the considered microstructure cell.
Figure 15c, d show the stress distribution in the aluminium matrix. The stress level
is now bounded and thus significantly reduced in comparison to the linear-elastic FE
simulation. Furthermore, the stresses are now even reduced with increasing temper-
ature. At 250 °C, the maximal frequency occurs at 45 MPa and at 25 MPa for 420 °C.
This trend is also shown in the cumulative plot in Fig. 15d.

Finally, the results of the linear-elastic and the elastic-viscoplastic simulation are
compared for 420 °C in Fig. 16. Figure 16a shows the results for the silicon particles
and Fig. 16b for the aluminium matrix. Both graphs demonstrate that the stress level
is significantly reduced due to the viscoplastic material behavior that is used for the
aluminium matrix. In addition, the distribution is shifted to lower stresses for both
phases.
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Fig.15 Stress distribution in the silicon particles (a/b) and in the aluminium matrix (¢/d) at different
temperatures for the elastic-viscoplastic FE analyses
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Fig. 16 Comparison of the stress distribution in the a silicon particles and in the b aluminium
matrix at 420 °C for the linear-elastic and elastic-viscoplastic FE analyses

6 Summary and Conclusions

In this paper, microstructure-based analyses of the cast aluminium alloy
AlSil12CuNiMg-T7 are presented. This alloy exhibits a complex microstructure
morphology consisting of aluminium matrix, large primary silicon particles, vari-
ous intermetallic phases and pores. A representative microstructure is digitized with
nano-CT technology. In the nano-CT scan, the aluminium matrix, silicon particles,
pores and two intermetallic phases are detected. With the digitized data, three-
dimensional, microstructure-based cell models are reconstructed for the FE sim-
ulation in ABAQUS/Standard. Linear-elastic and thermal material properties for the
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microstructure phases from literature are assigned and viscoplastic material prop-
erties for the aluminium matrix are adapted to experimental half lifetime hysteresis
loops of LCF and TMF tests.

Microstructure cells with 200 x 200 x 200 elements show nearly isotropic mate-
rial behavior. The macroscopic deformation behavior of the aluminium alloy can be
described very well with the microstructure-dependent microscopic material behav-
ior. The microstructure cell is subjected to a thermal cycle between 150 and 420 °C.
During heating and cooling under zero force, high stresses at the interfaces of silicon
particles and the aluminium matrix occur due to the thermal mismatch of the two
phases. In the linear-elastic simulation, high stress levels appear in all microstructure
features. Elastic-viscoplastic material behavior of the aluminium matrix leads to a
stress relief in the silicon particles and inelastic deformation occurs in the aluminium
matrix. Thus, it can be concluded, that advanced plasticity models are necessary for
reliable FE analyses.

The simulations predict significant high stresses in the silicon particles preferen-
tially at points with complex shaped geometries. A significant amount of the particle
areas is loaded beyond the fracture stress of 200 MPa given in [34]. The debonding
of silicon particles at high temperatures is not considered yet, which is observed
in fractographical investigations. Debonding between the silicon particles and the
aluminium matrix could release the overall stresses and thus predict an even more
realistic stress distribution in the microstructure.

The next step is to optimize the Chaboche model parameters, so that also TMF
experiments can be described well. In order to analyze the damage caused by ther-
mal fatigue, the heat transfer from the combustion process into the material has
to be investigated more in detail. The gained knowledge about the temperature-
dependent crack growth interaction between the aluminium matrix and the other
microstructural phases can then be hopefully transferred establishing a mechanism-
and microstructure-based lifetime model for the presented class of cast aluminium
alloys.
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Problems of Thick Functionally Graded m
Material Structures Under oo
Thermomechanical Loadings

Artur Ganczarski and Damian Szubartowski

Abstract The present work is an extensive overview of several aspects of thick
FGM structures subjected to thermomechanical loadings. The concept of reducing
the full 3D thermo-mechanical FGM problem to the plane stress one is demon-
strated in case of both classical and quasi- polar continua. Theorem on the stress
free deformation accompanying linear gradation of thermomechanical properties of
the material staying in constant temperature condition is presented. The influence
of several approximations of FGM thermal barrier coatings on the temperature and
stress distributions in thick-walled cylinder including FGM Thermal Barrier Coat-
ing is considered. A special graded finite element to discretize FGM properties is
introduced.

1 Introduction

Functionally graded materials are special composite materials that have continuous
and smooth spatial variations of physical and mechanical properties. An essential
improvement of their thermomechanical properties such as coefficient of thermal
conductivity, coefficient of thermal expansion or Young’s modulus and simultaneous
removal of thermomechanical mismatch allow for application in many fields such as
high performance engines for aerospace vehicles, turbine blades and heat-resisting
tools.

Numerous closed-form solutions of thermo-elastic plane problems of FGMs take
advantage of specific power or exponential function in approximation methods of
multi-layered composite plates. All above limitations can be overcome with general-
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ization of a theorem on the plane stress state in an isotropic thermo-elastic thick plate
as is done by Sneddon and Lockett [27]. The authors presented convinced proof for a
problem of semi-infinite thermo-elastic medium bounded by two parallel planes and
loaded by an arbitrary temperature field on one surface. The method of employed
solution was the double Fourier transforms. The results confirmed solution of anal-
ogous problems, being inspiration to their work, received earlier by Sternberg and
McDowell [28], based on Green’s function, and by Muki [17], who used method
combining the theory of Fourier series and the Hankel transforms of integral order.

Contrary to aforementioned broad stream of papers, the number of works concern-
ing fully 3D problems, like thick plate, semi-space or thick-walled vessels, is rather
limited. Hence, let us mention several of them in chronological order. Senthil and
Batra [26] analyzed 3D thermomechanical deformation of simply supported rectan-
gular plate loaded by a temperature impulse. Authors applied Laplace’s transform in
order to reduce set of uncoupled and quasi-static equations of linear thermo-elasticity
to the set ordinary differential equations containing power functions of effective ther-
momechanical constants. Magnitudes of aforementioned constants (bulk and shear
modules, coefficients of thermal conductivity and expansion) were described by
Mori-Tanaka or Self-Consistent rules and were directly dependent on a volume
fraction of components (Al/SiC).

Next work by Batra [2] deals with functionally graded cylinders and spheres made
of incompressible linearly elastic material. Author proved that the optimal magnitude
of circumferential stress refers to the linear function of Kirchhoff’s modulus along
radial direction.

Dai et al. [6] applied the Meshless Method to active control and dynamic response
of a plate supplied with piezoelectric sensors and actuators. Authors considered
functionally graded plates made of ZrO, and aluminium alloy for which the volume
fraction was changed along their thickness according to a power law. In order to
determine shape functions the Meshless Galerkin Method was used.

Problem of transversely isotropic, functionally graded, piezoelectric half-space
was presented by Pan and Han [20]. Authors introduced original concept based
on graded Green’s functions in order to better capturing of displacement, stress
and electric potential fields in following functionally graded structures: PZT-4 half-
space, functionally graded PZT-4 layer deposed on homogeneous substrate made of
BaTiOs. This work can be treated as a perfect generalization of paper by Sternberg
and McDowell [28] since full analogy between electric potential and temperature
fields appears.

Wang et al. [33] considered problem of functionally graded half-space subjected
to a point heat source. In order to describe thermal conductivity, which changes in
exponential manner along arbitrary direction, authors introduced 3D Green’s func-
tions.
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Exact solution of thermo-elastic, thick, circular FGM plate was published by
Jabbari et al. [12]. All material constants except Poisson’s ratio were considered
as exponential functions of thickness direction. Assuming rotational symmetry of
the problem, authors presented exact analytical solution that comprised: temperature
distribution, displacement and stress component fields for metallic phase Ti-6Al-4V
and ceramic ZrO,.

Yang et al. [36] presented new approach to 2D and 3D analyses of thermal stress
in FGM’s by use of analytical terms in Boundary Element integration. Application
of fundamental Kelvin’s solutions led to integral equations which comprised both
inhomogeneity and temperature change. Next authors demonstrated efficiency of this
approach solving problem of hexagonal prism. Discussed method, mainly based on
BEM, is competitive to conventional FEM since saves over 60% computational time.

Kulikov and Plotnikova [ 14] presented new method of Sampling Surfaces applied
to 3D multi-layered, FG plates under thermomechanical loadings. Aforementioned
method is based on a choose of sampling surface for each laminate layer, at which
temperature and displacement are treated as fundamental variables. Uniform con-
vergence of the method is guaranteed by location of discussed surfaces inside each
laminate layer, directly in nodes of Chebyshev’s polynomials. Among authors whose
works have been published recently or will be published in the nearest future it is
worth to mention following: Seifi [25], Sburlati et al. [23], Popovych and Kalynyak
[22], Manthena [16], Wang and Qin [34].

2 Technological and Numerical Problems of FGM’s

The concept of FGM is based on a spatial gradient of physical and mechanical prop-
erties that allows to eliminate stress mismatch at the interface. The spatial gradient is
achieved by mixture of composite constituents, the volume fraction of which varies
spatially such that the effective thermo-mechanical properties change smoothly from
one material (ceramic) to the other (metal). In this way, in the case of a Thermal Bar-
rier Coating deposited on a metallic substrate, the heat-resistant ceramic layer and
the solid metal are separated by functionally graded FG layer, the composition of
which varies from pure ceramic to pure metal. As regards FG layer processing, Plasma
Spray Thermal Barrier Coating leads to lamellar microstructures, whereas columnar-
lamellar micro-structures are produced when using Electron Beam Physical Vapour
Deposition, see Fig. 1a. Two other methods of fabrication FGMs share common base
material, which is of the granular nature. In the first one, subsequent layers of FGM
powder material are superimposed one onto another, and next all consolidated in
conditions of high pressure and elevated temperature. Typical limitations accom-
panying an application of this method are necessity of forming complete element
and requirement of different temperatures applied to subsequent layers of powder,
see Fig. 1b. Aforementioned method is mainly used in manufacturing of electronic
part based on silicon. In the other one, called 3D printing, printing heads spread
functional inks containing nanoparticles, see Fig. Ic. Both methods give FGMs of
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3D-Printing
.
Continuous head
pe Functional inks
PRI with nano-particles -
E Layer thickness (e.g. carbon black)
bout 1
- ow M0 :/ Unbound powder =
{e.0. X30Cr13,« 31pm)

v00s00 807
Green part with local alloying elements

ALOy—— ——YS-Zr0, applied pressure

Fig.1 Methods of fabrication FGMs: a microstructure of chemically graded electron beam physical
vapour deposition thermal barrier coating, see Schulz et al. [24], b hot pressing, see Trumble [31],
¢ 3D printing, see [35]

specific microstructure, in which sintered grains of powder or bounded nanoparticles
may exhibit deformation typical for quasi-polar continuum.

When the classical FEM based on homogeneous elements is used for FGMs,
the material properties stay the same for all integration points belonging to one
finite element. This means that material properties may vary in a piecewise continu-
ous manner, from one element to the other, and a unique possibility to model FGM
structure is approximation by use of appropriately fine mesh. On the other hand, a too
coarse mesh may lead to unrealistic stresses at the interface between the subsequent
layers. To overcome this difficulty a special graded element has been introduced by
Kim and Paulino [13] to discretize FGM properties. The material properties at Gauss
quadrature points are interpolated there from the nodal material properties by the use
of isoparametric interpolation functions. Contrary to the classical FEM formulation,
the stiffness matrix of an element is expressed by the integral, in which constitutive
matrix is a function of the coordinates. In the original formulation the same shape
functions are used for approximation of the displacement field and material inho-
mogeneity. However, from the numerical point of view nothing stands in the way of
implementation of shape functions referring directly to the individual character of
inhomogeneity, for instance power functions or exponential functions.

3 Conditions of Plane Stress State

3.1 Classical Thermo-Elastic Continuum

A thermo-elastic three-layer plate under a temperature field 7 4 6 (x3), where T is
the temperature of the solid corresponding to zero stress and strain is considered, see
Fig.2. The FGM interface of thermomechanical properties such as «, k, G and E are
arbitrary functions of x3. Surfaces of the plate are free from tractions and there are
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Fig. 2 Thermo-elastic 1) 6(x1,x2)

three-layer plate with FGM
interface under thermal
loading

no body forces. The system of equations of uncoupled thermo-elasticity expressed
in displacements format

,. 13k 90
V4 ——— =
k8x38x3
1 90 103G [du; 8 1 (b
Vo, ¢ L 20 100G (oui | dusy ) T4 @)
1—28x,~ G3x3 BX3 E)xi 1—-2v Bxi
(D
1 90 293G [dus e, 14+v [0(ah)
VZ - | —= =
u3+1—2v8x3+Gax3<8X3+1—2v) l—2v[8x3
1 dE
——af
EBX3 i|

where u; denotes the displacement vector, ® = divu; is the dilatation, whereas 6
stands for temperature change. To solve Eqgs. (1) the following potential, originally
proposed by Iljushin et al. [11], is introduced

_9¢ a2
Mi—a, f(x3) = Ax3 + Bxs + C
5¢+f( NS L 1 9% @
Uy = ——— x3), o =2——Ax3— ———
T 3 T+v 7 T+vaxd

where function of displacement potential ¢ is of harmonic type V2¢ = 0 and A, B,
and C are constants. Simple introducing of definitions (2)-Egs. (1),—3 shows that
only equations of mechanical state
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are satisfied as identity, contrary to the case of homogeneous material when also the
equation of thermal state is satisfied as identity. The stress components referring to
the plane stress state with respect to axis x3

du; 9 92 9?2
ri3=c;<ﬁ+£)=G( o _ 9 ):0 Vi=1,2

0x3 0x; 0x;0x3  dx3dx;
— ———

=0

i3 92
033 =2G | — —ab + (@ — 3ab) —2—2 +2Ax3+ B
ax X3 1 - 3X3
“4)
| —v 1 9% v 3¢
-2 A — 2— 2A B
I +v x3+1+vax§+1—2U[J Fdn

1—v 1 82¢ 1—v
=3 (2 Ax; — =2G B
I+v 1+v ax? 1—-2v
are also identically equal to zero when B = 0 for any point x;, what proves that

Egs. (2) transform original mechanical problem Eq. (1),_3 into plane stress one (see
Ganczarski and Szubartowski [10])

Vi +2(1 —v)Axz — (1 +v)ab =0 (5)
The general solution of Eq.(5) can be written in a form which is more suitable to

plate problems, in which the thermo-elastic solid is bounded by two parallel planes
x3 = z and exhibits axial symmetry



Problems of Thick Functionally Graded Material Structures ... 63

02 10
—¢+——¢+2(1—U)AZ—(1+U)059=0 (6)
or2  r or

Differentiation of Eq. (6) with respect to » and next substitution u = %, according

to Egs. (2), lead to the classical Euler-type differential equation describing thermo-
mechanical membrane state

9%u 1 0u

d(x6)
or? + r or

ar

u

(7

Unique solution of equation(7) that satisfies homogeneous boundary conditions
u(0) =0, o,(R) = 0 takes well known form

1—v R l4vr
w= szrofaerdr + %(Jfaegdg
E R Er
0, = Fofoté‘rdr — ﬁ{aegdé (8)

E R E
a¢=ﬁofa9rdr+r—2{a6$df;'—Ea9

which in case of constant temperature & =const and linear gradation of coefficient of
thermal expansion «(z) = ag + a;z leads to purely linear (stress-less) deformation
u(r, z) = ab(2)r, o, = o, = 0, what will be proven by use of stress formulation in
Sect. 4.

3.2 Quasi-micro-polar Continuum

Methods of FGM fabrication, like high pressure consolidation of powder or 3D print-
ing, reveal the granular nature of material. In other words, the classical deformation
may be accompanied by additional rotation of a local particle equal to an average
rotation of the displacement field. A system of the governing equations is as follows
(see Szubartowski and Ganczarski [29])

1 0 ou; 0 00
L(u;) + = (y + ¥)V?rot; (rotu) + el (l + ﬂ) =n—

4 Ox3 \0x3  Ox; ax;
9)
1 ) o dus oA a0 an
L(uz) + = (y + ¢¥)V-rots(rotu) + 2— — + O=n—4+n—>=~0
4 8)63 BX3 3X3 8)(3 3)(3

It is easy to notice that: symbol L(u) = uV2u; + (A + u)grad(divu) stands for
the partial differential operator of classical continuum, additional term 1/4(y +
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¥)VZrot(rotu) directly results from quasi-micro-polar nature whereas terms in
brackets, preceding by partial derivatives

o 0 aA
8x3 - 8)63
correspond to functional gradation of Kirchhoff’s # = G and bulk modules, respec-
tively. Stationary heat flux equation takes format of (1);. Again, to solve Egs.(9)
the Iljushin potential (2) is applied transforming original thermo-mechanical quasi-
micro-polar problem into plane stress one (5). In other words, quasi-micro-polar

continuum under consideration reduces to classical continuum, that stays in the plane
stress state.

3.3 Example—Thick Plate Made of FGM Al/ZrO; + Y,03

Unique solution of equation (7) that satisfies boundary conditions
u(0) =0, lim 0,, =0
r—0o0
takes format

u(r.2) = a(2) [“—”e(oov + 1 T Z)SdS]
2 2
() 17
0,(r, 2) = E@)a(2) [ - [0 Z)édé} (10)
0

(OO)
0,(r,2) = E(9)a(z) t3 f9($ 2)§d§ —6(r, z)

Additionally, in case when temperature is bounded:
lim 6(r,z) =0
r—0o0

and simultaneously
,

hm %/9(5 2)EdE < 00

0
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solution (10) reduces to

1 r
2 J6ee. gde
0

u(r,z) = a(z)
‘l r

o,(r,z2) = —E(2)a(z) [ﬁIQ(é,z)édé] (1)
0

1 r
0,(r,2) = E(2)a(z) [V—ZJG(S,Z)édé - 0(r, z)}

and it is clear that its dependence with respect to depth co-ordinate z comes from
the functional gradation of Young’s modulus E(z) and thermal expansion coeffi-
cient a(z) as well the temperature field non-homogeneity 6 (r, z), exclusively. The
boundary value problem is formulated as follows: find temperature distribution 6,
that fulfils Eq. (1); and boundary conditions

206 (0,
00—y =6, ) 0D
ar
(12)
30(r, M2 B6(r,
%0 3) =0, f k(z)ﬂdz = const
82 —h/2 E)r

and accompanying plane stress components satisfying Eq.(11) for a semi-infinite
axially symmetric three-layer thick plate made of FGM composite Al/ZrO, stabilized
by Y,03. The magnitudes of both materials being constituents of FGM, after Wang et
al.[32] and Leeetal. [15], are presented in Table 1. Assume that all thermomechanical
properties of three-layer FGM depend on local magnitude of volume fraction of both
constituents, which is subjected to the tangent hyperbolic approximation

+ Pm + Pm
p(z)=p°2p +p°2p tanh(az + b)

where p(z) stands for respective property k(z), «(z) or E(z), indices “c” and “m”
refer to ceramic or metallic materials, parameters a and b define location and thick-
ness of interface layer. Applying finite difference method to Eq.(1); and boundary
conditions (12) discrete format of difference operator

Table 1 Selected properties of constituents of FGM after Wang et al. [32] and Lee et al. [15]
Material E [GPa] v k [W/mK] a - 1079 [1/K]
Al 73 0.3 154 23
Al/ZrO, 205 - 2.0 9.8
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Fig. 3 Distribution of temperature field in thick plate
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(13)

is spanned over the mesh of 161 x 81 square elements Ar = Az. The thermal
load applied to the upper surface of the plate is subjected to the following relation
6y = 300[1 — tanh? (2r)]. Temperature distribution is shown in Fig. 3. The tempera-
ture field exhibits a drastic decrease in temperature at top layer in comparison with
the temperature distribution obtained for homogeneous material. This is a conse-
quence of application of ceramic material having coefficient of thermal conductivity
77 times lower than analogous coefficient of metallic substrate. Hence, one may
clearly observe effect of thermal barrier coating with characteristic strong tempera-
ture gradients in it and simultaneous homogenization of temperature field in middle
and bottom layers.

Solution of mechanical problem is illustrated by distribution of hoop stress, which
turns out to be the dominant component of stress, in Fig.4. Application of func-
tionally graded composite leads to the concentration of compressive stress in top
layer, being ceramic material of high toughness. This convenient effect is accom-
panied by simultaneous unloading of middle and bottom layers built of metallic
substrate. Nevertheless, another effect of tensile stress zone in ceramic layer occurs.
This phenomenon is strictly associated with the structure of equations defining stress
components (11).
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Fig. 4 Distribution of hoop stress field in thick plate

4 Conditions of Stress Free Deformation

Analogous problem to the presented in Sect. 3 is considered, but now the system of
equations of uncoupled thermo-elasticity expressed in stress format is as follows

0ijli =0,  €it€jmn (CknpgOpg + tkcn®lim =0,  (ki;0]:)]; = 0. (14)

Assuming constant temperature 6 = const, one can insert 6|; = 0 into (14)3, hence
the Fourier equation is satisfied as identity whereas thermal expansion term in (14),
simplifies to (x,0) |1m = Ctinlim . Assuming additionally o,,, = 0, satisfying (14), as
identity, we look for such a distribution of thermal expansion «y,, that solves equations
€ikl € jmn Unlim® = 0. This turns out to be true only if covariant differential along
direction of functional gradation reduces to the partial differential, or other words
can be written down in format

Qijx + o ij — ik ji — ik =0 (15)

and simultaneously gradation of thermal expansion tensor is linear with respect to
x3, see Fung [8], Nowacki [18], Ganczarski and Szubartowski [9]. According to
above proof the generally anisotropic material of linear gradation of thermal expan-
sion coefficient, subjected to constant temperature exclusively, is not stressed. In
case of axial symmetry and transverse isotropy o, = a, = o # «a, the stress free
deformation can be expressed by following equations

_8u

& = — =
or

ow
=0, & =

p u
o0, &,=— = —=
" Ty ' 0z

a.f. (16)
If structure composed of homogeneous metallic substrate (Al) and ceramic layer
(Al,03), joined by FGM interface, shown in Fig.5a, and thermo-elastic proper-

ties presented in Table 2, such that linearly graded coefficient of thermal expansion
exhibits polygonal function
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ceramic layer

interface layer

metallic substrate
R

Fig. 5 Three layer FGM structure (a), stress-free but incompatible thermal deformation: initial
mesh-black lines, deformed mesh-red lines (displacement magnified x 100) (b)

Table 2 Properties of constituents of alumina-based composite Al-Al, O3 after Chen and Tong [4],
Cho and Shin [5], Wang et al. [32], Dusza [7]

Material E [MN/cm?] |v k [W/emK] |- 107° [1/K] | Ratio a, /a
Al 7.3 0.3 1.54 23 -
Al O3 38 - 0.46 8.5 1.194
o, O0<z<yz
o, =1{ af — (o — afyz)% zZi<z<zi+h (17)
of l zi+hi<z<H

nz

and one easily arrive at following of solution Egs. (16) for u

aror 0<z<gz
u:/ot,@dr: [af‘—(a}“—af)%} Or zi<z<zi+h (18)
asor Zithi<z<H
and for w respectively
afz O<z<z
2_ 2
Z—Zi)"—r
w= [abdz = [@Q_m?_apL_z%_—qe zi<z<zith
a0z zithi<z<H

(19)
The displacement field corresponding to stress free deformation defined by Egs. (17)—
(19) is spanned over the mesh of 80 x 40 square elements and shown in Fig. 5b. It is
well visible that both substrate and ceramic layers exhibit homogeneous deformation,
whereas deformation of interface is curvilinear. Although all three deformations
satisfy individually stress less state they are not compatible.
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5 FGM Cylinder

5.1 Governing Equations

A thermo-elastic rotationally-symmetric cylinder including FGM TBC is considered.
The cylinder is loaded by temperature field 6(r) + T as well as internal pressure p,
see Fig.6. The system of equations of uncoupled thermo-elasticity expressed by
stress function formulation is as follows

K1
o+ (47 )0 =0

r

o (L EN (v E I\E_ E@)
r E 1—vE r)r 1-=12

(20)

Stress components as well as heat flux are expressed by conventional relations

o = — o, = F'
d (2D

0; = V(Ur + U(p) — Eaf q = —kO’

All thermomechanical properties of the FGM TBC such as «, k and E are arbitrary
functions of radius r. Following five approximations are considered (Szubartowski
and Ganczarski [30]):

benchmark problem of a ceramic layer deposed directly on metallic substrate

hH@r) = fe (22)

conventional power function

Fig. 6 FGM cylinder under
thermo-mechanical loading
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Fig. 7 Subsequent approximations of thermo-mechanical properties: a Youngs modulus, b coeffi-
cient of thermal conductivity

B ~ U B log (%)
o) = (fm — f)——— where n= ——"~ (23)
e oe ()
linear function .y
) = (fo = fo)—— + fo (24)
re —r

tangent hyperbolic (one step smooth) function

fa(r) =

f“’+f°+f‘“2_f° tanh(ar + b) (25)

2

multiple tangent hyperbolic (multi-step smooth) function

4
fs(r) = fm;_fc+fm2_fcgtanh(air+bi) (26)

where f;(r) stand for respective property «(r), k(r) or E(r), parameters a; and b;
define location and thickness of TBC sub-layer, see Fig.7.

5.2 Example

A system of four first-order ordinary differential equations, corresponding to
Egs. (20), is numerically integrated from r; = 0.5 cm to r, = 1.0 cm by use of
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Fig. 8 Distributions of: a temperature, b hoop stress, for subsequent approximations of thermo-
mechanical properties

shootf.for routine, being shooting to a fitting point 7y = 0.7 cm implementation of
multidimensional, globally convergent Newton-Raphson method. Thermomechani-
cal boundary and continuity conditions are assumed as follows:

0(r1) =061, qc(re) = qm(rr), 0(ry) =6,
27)
orc(p1) = —p,  0rc(rr) = 0pm (1),  0pc(1r2) = 0

where p = 0.55 kN/cm?, §; = 25°C and 6, = 0°C. Complete material data of both
materials constituents of FGM, after Wang et al. [32], are presented in Table 2. Tem-
perature distributions corresponding to all five types of TBC, described by Egs. (22)—
(26), are shown in Fig.8a. In comparison with the temperature obtained for the
benchmark problem (ceramic layer deposed directly over the metallic substrate),
the temperature fields referring to subsequent types of TBC represent smooth and
monotonously decreasing functions. All curves are located rather close each to other,
although corresponding distributions of thermal conductivity (see Fig. 7b) essentially
differ. This is a consequence of both Dirichlet’s type of boundary conditions imposed
on temperature Eq. (20),. Solution of mechanical problem is illustrated by distribu-
tion of hoop stress, which is the dominant component of stress, in Fig. 8b. In case of
the benchmark problem, hoop stress exhibits strong discontinuity mainly caused by
thermo-mechanical mismatch E. > E,,, o < op. This inconvenient effect is suc-
cessively eliminated by application of subsequent types of TBC’s. Detailed analysis
of subsequent distributions of hoop stress allows to distinguish two groups of TBC'’s.
First one, represented by conventional power and linear functions, combines curves
of rather monotonous character that are located relatively close each to other. Second
one, represented by one-step and multi-step smooth functions, combines curves of
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oscillating character that profiles differ essentially. Detailed qualitative and quantita-
tive analysis of hoop stress referring to subsequent types of TBC reveals that another
inconvenient effect of tensile stress zone in ceramic layer occurs.

6 Concept of FGM Axisymmetric Finite Element

6.1 Formulation of FGM Thermo-Elastic Cylinder

The system of equations(20) takes the operator format (see Szubartowski and
Ganczarski [30])

Li[0(N]=0, Ly[F(r)]=- (@)’ (28)

1 —2

where the Poisson ratio v is not subjected to any change. All thermomechanical
properties of the FGM are arbitrary functions of radius r, subsequent global approx-
imations are considered

n n
T —n

Jo(r) = (fm — fo)

+ fe (29)

rt—rf

Voigt for n = 1, Reuss for n = —1, and Hashin-Shtrikman (separate formulas for
bulk modulus K and coefficient of thermal conductivity k)

KHS- — K 4 (Ke — Kn) Vi
m K.
1 n(1l=V)|l— -1
+ m( t) <Km )
KUY — K+ (Kim — Ko)(1 = Vp) 1+ ve/m

s é-c/m =
K I —ve/m
1+¢cvf<——1) 3 = vem)
K.

(30)

_ kmkc + 2kc[kmvf + kc(l - Vf)]

kl-lsf
2ke + ke Ve + k(1 — V)
kHS+ _ kmkc + ka[kaf +kc(1 - Vt)] o r—r
T ket kVitha(I=V T T —n

see Pobedria [21], Aboudi et al. [1], Calvo-Jurando and Parnell [3].
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6.2 FEM Formulation

From the FEM point of view both the Fourier equation (28); and the mechanical state
equation (28); are treated as differential equations of variable coefficients describing
isotropic material, which inhomogeneity is subjected to smooth change form one
element to other due to the global FGM approximation functions. In order to save
Euler’s type of both Egs. (28) the following material inhomogeneity shape functions,
that approximate the global FGM functions at a level of element, are assumed

k(e) — korn, E(e) — Eorm, a(e) — O!or‘Y (31)

Transformation of Egs.(28) to FEM form is done by discretization, use of the
Galerkin weighted residual process Kim and Paulino [13], Owen and Hinton [19],
Zienkiewicz [37]

,/[LI’Z((D) + QIwWdV =0 (32)
4

and approximation of unknown function by N; global shape functions @ = ) "
N; ®@;. The weighting functions W; corresponding to node i are conveniently chosen
such that W; = N;, hence substituting for @ and W in Eq.(32) and assembling all
elementsresultsin H;; @; = Q;, in which typical element components of the element
stiffness matrices hff) and the element nodal force vectors ql.(e) are

0 = ko [ —r/ e’ (rz)}

41
A0 (ris)

©_ ko mi =T -
Yoon+2 R?

B | my R N room | my r r . m
R — 1-v/)3r R 2 1-v/6R R 2
i | my r r m | mv R n r n m
L 1-v)6R R 2 1—-v/)3 R 2
- (33)
oo Ey r SR r SR
_ F/ A oo —m+v - v 9 _ o 9
© rnF'(r) + T 3 + 5 ) 41 77 3 ) 1]
qi - F( )+A 0E0—m+s SR+F 9 T SR 9
r E— p— J— _— ——
_l+1 ri4+1 1— 3 ) 1+1 3 6 1

for thermal and mechanical problems, respectively, and 7 stands for mid radius of an
element. For the case of a two-node element with a linear variation of @ the shape
functions are

§—r

R

rip1 —§&

(e _ (e) _
N7 = , N,” =

where R is the length of an element.
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6.3 Examples

This subsection comprises results obtained for the FGM cylinder by use of special
finite elements defined in the previous subsection. The results are compared with
results of other methods such numerical integration and conventional finite elements,
without gradation of material properties, supplied by ANSYS.

In the first of numerical tests, a convergence of the new finite element, described
in Sect.6.2, is checked. All geometrical, material and loading parameters of the
cylinder remain unchanged if compare with example shown in Sect. 5.2. Distributions
of temperature and stress function are shown in Fig. 9.

Good convergence requires application of fine mesh for interface (40 elements)
and relatively coarse mesh for homogeneous part of cylinder (15 elements). Such a
mesh includes minimal number of elements and simultaneously guarantees conver-
gence of the mechanical problem. It is worth to notice, that application of staggered
algorithm (first the thermal problem is solved and next temperature is treated as right
hand side in the mechanical problem) results in cumulative error in the second step
of algorithm, usually ten times bigger than the error form the first step. Detailed
qualitative and quantitative analysis of results confirms good convergence of FEM
FGM and numerical integration but simultaneous lack of convergence in case of
conventional FEM.

Aforementioned positive results are a starting point for further investigations
when the FG modified FEM is applied to other types of interfaces. As it is shown
in Sect.6.2 following three interfaces are considered: Voigt’s, Reuss’ and Hashin-
Shtrikman’s. Results, comprising distributions of temperature, stress function and
stress components in case of Voigt’s versus Reuss’ interface and lower versus upper
Hashin-Shtrikman’s interface, are presented in Fig. 10.

(@) (b)
0Orc F [MN/em]
25 0
numerical intergration
Lo . —e—e— conventional FEM
[ numerical intergration e e FGMFEM
20 —e—e— conventional FEM -0.0001
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Fig. 9 Comparison of temperature and stress function distributions in case of FGM cylinder
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Fig. 10 Comparison of results for Voigt’s, Reuss’ and Hashin—Shrikman’s interfaces: a tempera-

ture, b stress function, ¢ stress components
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The following general tendencies can be formulated: Voigt’s and upper Hashin-
Shtrikman’s interfaces lead to lower average temperatures and higher levels of stress,
contrary to Reuss’ and lower Hashin-Shtrikman’s interfaces resulting in higher aver-
age temperatures and lower levels of stress. This is logical consequence of assumed
definitions of element stiffness matrices and element nodal force vectors (33), being
integrals of appropriate approximation (29)—(30) and shape functions.

7 Conclusions

Following concluding remarks may be formulated:

e Thermal loading applied to the FGM plate treated as both classical and quasi-polar
continua results in the plane stress state if only force-type boundary conditions are
homogeneous and there are no body forces.

e Application of functionally graded composite Al/Al,O3 is very efficient since
FGM layer works like thermomechanical barrier, successively protecting metallic
cylinders from both high-temperature gradients and high stress concentration.

e Lack of compatibility makes stress free deformation of the FGM plate subjected
to constant temperature impossible.

e Special graded FEM is very attractive tool to analyse thermomechanical structures
built of FGMs.
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Structural Analysis of Gas Turbine )
Blades Made of Mo-Si-B Under oo
Stationary Thermo-Mechanical Loads

Olha Kauss, Konstantin Naumenko, Georg Hasemann and Manja Kriiger

Abstract This study focuses on the mechanical analysis of high temperature gas
turbine blades based on finite element method. The aim is to evaluate the feasibility
of a Mo-based alloy Mo-128Si-8.5B as a possible candidate as a new type of turbine
blade material. For that purpose, the numerical analysis of typical turbine blades
under common stationary load was carried out based on the finite element method.
The alloy Mo-12Si-8.5B was compared to the state-of-the-art Ni-based superalloy
CMSX-4. The creep deformation is taken into account, so that the stationary load
under high temperatures could be represented.

1 Introduction

For further increase of the thermodynamic efficiency of gas turbines a significant
increase of the gas inlet temperatures is required. This leads, nevertheless, to an
increase of strains caused by material’s creep especially in the turbine blades, which
drastically reduces their service life. The application temperatures of state-of-the-art
Ni-based superalloys cannot be further increased significantly [1]. Currently, they
can withstand temperatures up to about 1150 °C, which is approximately 90% of their
melting temperature [2]. Due to the advanced cooling systems and thermal barrier
coatings the gas inlet temperature can reach up to 1600-1700 °C. The problem is
that any further temperatures increase by using state-of-the-art Ni-based superalloys
would lead to a significant lifetime reduction of the components [2]. This problem
can probably be solved by the development of new alloys based on refractory metals
with melting temperature several hundred degrees higher as compared to Ni-based
materials. Therefore, new heat-resistant materials with high melting points are in the
focus of current material’s research.
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Ni-based superalloys combine excellent fracture toughness, creep resistance and
oxidation resistance at elevated temperatures [1]. The reason for the superior creep
properties of these alloys is a cube-shaped microstructure of y’ phases in a y matrix
phase [1]. A typical example for materials with this microstructure is CMSX-4. It
represents a second-generation single-crystal superalloy, which is of great interest
for applications as high temperature gas turbine blades [1, 2] and will be used as a
reference material in the present study.

Heat-resistant Mo-Si-B alloys have the potential to substitute Ni-based alloys
for high-temperature applications in gas turbines in future. Their microstructures
are mostly based on a Mo solid solution phase (Mog) and two silicides, namely
Mo3Si and MosSiB; [2]. Although they have higher density compared to Ni-based
superalloys, their melting temperatures and their excellent mechanical properties
allow operating temperatures up to 1300 °C and they can be further developed [2].

Nevertheless, several questions about the feasibility of Mo-based alloys under
realistic turbine blade operating conditions remain unsolved. Experimental data of
turbine blades under real thermal and mechanical loading conditions are in great
demand but extremely challenging. Some problems of the complex thermal and
mechanical analyses can partially be solved with numerical analysis based on the
finite element method (FEM). Although any FEM calculations of gas turbine com-
ponents require simplifications of the model and loading conditions, it still provides
an efficient method to estimate the materials performance compared to expensive
component tests. As a result of the FEM analysis, the stress-strain state can be exam-
ined with sufficient accuracy. These data could be used to showcase the potential and
give first ideas on the feasibility of the newly developed Mo-Si-B alloys.

The numerical study of a turbine blade modeled under stationary loads is an
important step in determining the feasibility of Mo-based alloys in gas turbine mate-
rials. In this study, the three-phase alloy Mo-12Si-8.5B is considered as a potential
blade material in a comparative numerical analysis to the already used superalloy
CMSX-4.

2 Requirements for Gas Turbine Blade Materials

The gas turbine blades are critical components of gas turbine engines, since a large
part of all gas turbine failures (25.5-28%) are related to turbine blades [3, 4]. These
blade failures are mainly caused by two basic types of loads: angular velocity that
leads to huge centrifugal forces (and hence tensile stresses) and extreme temperatures
(or temperature gradients). These two loads define the multiaxial stress state in turbine
blades.

Creep deformation resistance is a very important point in the design of the blades,
especially for industrial turbines. The reason for this is that they are used under con-
stant centrifugal load at extremely high and relatively homogeneous temperatures for
a very long operating time. It is assumed, that technically relevant creep processes
generally occur at homologous temperatures >0.3 Ty of the blade material [5]. In
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Fig. 1 Reduction of creep life due to temperature increase, reprinted after [6]

industrial gas turbines the damage costs due to creep failure of the rotating compo-
nents can reach up to 24% of the whole turbine system value [6]. This is particularly
dangerous for the first rows of high pressure turbine blades, which are exposed to
the highest temperatures compared to medium and low pressure turbines. The creep
failure can be due to initiation and growth of cracks [7] or extension of the blades
which leads to contact with the turbine casing [8].

The increase of the temperature always serves as a hindering factor. For example
raising the operating temperature of the turbine by 10-15 K using the same material
and cooling system reduces the service life by half [6, 8, 9]. This effect is shown in
Fig. 1.

The transition from combustion to gas turbine engines has required new materials
due to the demanding thermal and mechanical conditions. In combustion engines,
the materials operate at temperatures up to 800 °C (mostly under pressure). On the
other hand, in gas turbine engines structural materials for disks and blades operate
under static and dynamic tensile stresses as well as under varying thermal stress. In
addition, only first turbine engines were operating at temperatures of 700-800 °C. The
operating temperature was significantly increased during their further development.

Depending on the application as a blade or as a vane, the requirements for certain
material properties are different. Besides this, there is also a drastic difference of
working conditions in the first turbine stages as compared to the following sections.
Vanes operate at significantly higher temperatures compared to blades. They operate
under bending forces due to the gas flow and thermal loads, which are determined by
an uneven temperature field under both stationary and transient loads. Vanes undergo
significantly lower alternating loads. The stresses in the vanes are lower than in the
blades, which operate under strong influence of centrifugal forces. One of the most
common ways of vanes damage is oxidation due to lack of resistance against high
temperature corrosion of the alloys. Therefore, the main requirements for alloys that
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are used for vanes are both high heat and corrosion resistance and fatigue resistance
at high temperatures.

Even higher demands are placed on the alloys for blade applications in the high-
temperature section of gas turbines. They are exposed to static, vibration, thermocy-
cling, corrosion and erosion loads, which lead to numerous possible damage scenar-
ios. Typical damage of the blades results from a lack of fatigue strength of the alloys
used. During mechanical surface treatment of blades, overheating may occur, which
causes plastic compression of the outer layers of the metal. This leads to significant
residual stresses after such processing, which promotes the initiation of cracks. In
uncontrolled surface grinding, residual stresses reach up to 350 MPa [10]. Since the
strength limit of the cast Ni-based superalloys is 700-1000 MPa, cracking in the
cold-worked metal at low temperatures may already occur at loads of 350-650 MPa,
which is much lower than the normal strength limit [10]. Thus the tensile strength
of samples, which were ground after casting, is 15-27% lower than the fracture
stresses of samples with as-cast surfaces. At the same time, the cold-formed metal is
characterized by a higher diffusion permeability. This leads to an intensification of
the recrystallization processes on the surface layer and faster coagulation of the y’
phase. Thereby softening of the surface layer occurs, which leads to conditions that
facilitates the nucleation and development of cracks [10].

The requirements for the heat-resistant cast alloys of the cooled blades are becom-
ing more and more complex. One reason is a sharp temperature drop that occurs in
the thin walls of the cooled blade, which leads to a high temperature gradient. This
inevitably generates thermal tensile stresses, which reach up to 200-300 MPa under
certain operating conditions on the inner surface of the blades [10]. Therefore, cracks
may be induced as a result of the overall effect of thermal tensile stresses in addition
to centrifugal forces on the inner surface of the hollow blades cast with equiaxed
structure.

Another type of possible damage is fatigue. In endurance tests, fatigue damage
mostly occurs in the blade root due to insufficient fatigue and creep strength.

However, both types of damage, described above, are sufficiently studied. The
reasons and appropriate methods of their elimination as well as the calculation stage,
during and after operation, are already developed (i.e. during construction, mainte-
nance and repair).

New generations of gas turbine engines have higher gas inlet temperatures of
about 1300 °C. Therefore, the used materials must ensure a higher thermal fatigue
resistance. Besides the high maximum temperature, modern aircraft engines are
characterized by high variation of their operating temperatures between start-up,
stationary operation and shut-down. This results in a huge difference in the heating
and cooling rates of the thick parts of the airfoil and their thin edges, leading to
considerable thermal loads, in combination with the influence of the gas flow and
the centrifugal loads. The increase of the gas inlet temperature in new turbines is
not only attributed to the development of materials that are more heat resistant, but
also to the improvement of cooling technology and resulting cooling efficiency. One
critical condition is higher uniformity of the cooling film over the entire blade surface,
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because if this film is destructed, local temperature peaks occur on the blade’s surface,
which results in significant thermal stresses.

Another typical blades failure may occur in the area of the housing, which is
caused by the increasing of its run-out and generating a gap in the housing gasket.
The run-out depends on the run-out resistance, heat resistance and creep properties
of the blade material.

In modern gas turbines, the blades of the first stages are cooled. Their internal
hollow consists of a large number of pins and jumpers that form a cooling system,
providing stiffness of the blade and guide the flow of cooling air. However, the
connection of pins and pads with the inner surface of the airfoil is an area with a
high stress concentration, which in some cases leads to failure. This damage can
be prevented by reducing the roughness of the inner surface of the blade, pins and
jumpers, as well as by increasing the transition radius (with a sharp change in cross
sections) [10]. In addition, the materials should have high plasticity and fracture
toughness. The problem of high stability of turbine blades to gas corrosion is partic-
ularly relevant with increasing operating temperatures. Therefore, a sufficiently high
heat resistance is one of the most important requirements [10].

3 Methods and Computational Details

Anidealized three-dimensional geometry of a high pressure jet turbine blade with the
height of 58 mm was created (Fig. 2). The bottom surface of the blade was clamped
for all types of movements (Fig. 2a). The blade was loaded with the centrifugal
rotation for 100 h (rotation radius 170 mm, rotational velocity 10,200 min~!). For
the calculations a mesh with mostly hexahedral square mesh elements with 20 nodes
was generated (Fig. 2). The calculation model consists of 6,280 elements and 30,796
nodes.

The deformation induced by secondary creep was considered using the Norton
creep law to define a creep strain rate:

écr =A.0"- e_Q/RTa (1)

where o is stress; A—material specific coefficients; n—creep exponent; Q—activa-
tion energy, T—temperature.

3.1 Materials

In this study turbine blades made of Ni-based alloy CMSX-4 and Mo-based Mo-
12Si-8.5B alloy are compared. CMSX-4 is a widely used Ni-based superalloy
for turbine blades. Mo-12Si-8.5B is an alloy designed for the substitution of Ni-based
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Fig. 2 a Boundary conditions, b Turbine blade geometry with mesh

superalloys in future, which possess improved creep resistance [11]. The CMSX-4
blade was analyzed under centrifugal load at 1100 °C. The blade made of alloy
Mo-12Si-8.5B was considered in the range of 1100-1200 °C.

CMSX-4 is a monocrystalline Ni-based superalloy developed by Cannon
Muskegon with ' precipitations in a y-matrix (Fig. 3) [1]. The blade made of
the monocrystalline Ni-based alloy was assumed to be isotropic and the proper-
ties of this alloy, determined in the <100> direction, were used. Such a simplification
is permissible because the load acts in the direction of <100> . The good agree-
ment of such assumptions with experimental results has already been confirmed
by Fokin and Semenov [12]. In the <100> direction the elastic modulus of this
alloy is 94 GPa and the Poisson’s ratio 0.44 at 1100 °C [13]. The yield stress at
1100 °C is 420 MPa [14]. The parameters for Eq. 1 for CMSX-4 at 1100 °C were
derived from the experimental data by Hasemann et al. [15] and are n = 5.2 and
A x e 2/RT = 6.8 x 1073 s~ Pa=>2. The density of this alloy is 8.7 g/cm? [1].

Mo-12Si-8.5B has a microstructure composed of an intermetallic Mo3Si matrix
with inclusions of Mog and MosSiB, (Fig. 3), which provides excellent creep
resistance [11, 16]. The Mo-based alloy do not have a texture in its microstruc-
ture and can be considered as isotropic [16]. The density of the Mo-12Si-8.5B alloy
was calculated from the weight proportion of the phases and is ~9.4 g/cm®. The
Young’s modulus of the Mo-12Si-8.5B alloy is 274 GPa at 1100 °C and 269 GPa at
1200 °C [17]. The Poisson’s ratio is 0.309 at 1100 °C and 0.312 at 1200 °C [17].
The relation of elastic constants of this alloy to the temperature from RT to 1200 °C
is almost linear [17]. Schneibel and Lin [11] reported following parameters for the
Eq. 1 for this alloy: n = 2.7, A = 1.8 x 1078 s7! Pa=27 and Q = 338 kJ/mol.
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Fig. 3 Microstructure of a Mo-12Si-8.5B alloy [18] and b CMSX-4 alloy [19]
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Fig. 4 a The three-point flexure strength of Mo-12Si-8.5B, b three-point flexure test of Mo-12Si-
8.5B at 1200 °C in air, according to [20]

Schneibel et al. [20] determined the three-point flexure strength for Mo-128Si-8.5B
at three different temperatures in air (Fig. 4a). Mogs phase induces significant ductile-
phase toughening. Fracture toughness increases with the temperature. This causes
a significantly higher strength at 500 °C comparing to room temperature with the
increased ductility of the Moy phase at 500 °C and the associated reduction in notch
sensitivity of the specimen, but the total alloy is still rather brittle. Nevertheless, the
strength at 1200 °C is lower than that at 500 °C because of softening mechanisms
dominance. In the air at 1200 °C the load-displacement curves showed only a slight
plasticity (Fig. 4b). However, the fracture of this alloy in tensile tests in flowing
nitrogen at 1200 °C occurs in a brittle manner. The brittle behavior of Mo-12Si-8.5B
alloy is caused by the brittleness of the intermetallic phases.

4 Results

In the considered model, the stresses arise because of the centrifugal force and are
therefore tensile stresses. The highest stresses (and thus, strains) arise in the blade
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root (Fig. 5). For the blade with the same cross sections internal force can be described
by the following equation:

N@)=0.5p Aa)z(b2 — r2),

where b is the outer radius (rotation radius 170 mm + blade length 58 mm =
228 mm); r—radial coordinate (varies from 170 mm to 228 mm); A—-cross-section;

Stress, MPa
110

Mo-12Si-8.5B CMSX-4

Strain, %

0.77
0.71
0.66
0.60
0.54
0.49
0.44
0.38
0.33
0.27
0.22
0.16
0.11
0.05
0

Fig. 5 Calculated stress and strain of Mo-12Si-8.5B and CMSX-4 alloy after 100 h operation
considering creep deformation
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p—material density; w—angular velocity [21]. The material density and the angular
velocity in every cross-section over the blade are the same, so the internal force and
also the stress depends only on the difference (b* — r?) and are therefore highest at
the bottom cross-section and smallest at the upper cross-section. The calculations
have also confirmed that the blade root is the most critical area, which corresponds
to the crack initiation points during the blade operation. Using a power law stress
function f(x) = x" for the creep deformation, the maximum displacement can be
computed as follows [21]:

2\"p
. . pw 2 "
=22 y(r? -
imax 80(20()) {( r*) dr

Figure 5 shows a comparison of the resulting strain and stress of CMSX—4 and
Mo-12Si-8.5B at 1100 °C.

In the Mo-12Si-8.5B blade stresses are higher as compared to CMSX-4 blade
(Fig. 5). The maximum stress after 100 h in CMSX-4 blade is 89 and 110 MPa
in Mo-128Si-8.5B. This correlates well with Eq. 2, because using the same blade
geometry, radius of rotation and angular velocity, the stresses depend only on
the density of the material and the Mo-based alloy has a higher density than
CMSX-4 (9.4 vs. 8.7 g/cm?). All calculated stresses are significantly lower than
the yield strengths of the investigated materials (see Sect. 3.1). In this way, it is
permissible not to consider plastic deformation at the initial point. Thus, the only
considered inelastic deformation is creep, which takes place at high temperatures
also at stresses below the yield stress and causes cracks.

When evaluating the strains, it should be taken into account that in the Mo-based
blade higher stresses occur. Nevertheless, at 1100 °C due to a higher Young’s mod-
ulus and lower creep rate they lead to a lower strain. Thus, the elastic strains, which
occur right after the load is applied, and the strains after 100 h of loading are lower in
the Mo-12Si-8.5B blades in comparison to CMSX-4 blade. The maximum values of
the immediate elastic strains are 0.19% for CMSX-4 and 0.06% for Mo-12Si-8.5B
blades. The strain values after 100 h at 1100 °C are 0.77% and 0.51%, respectively.
With increasing temperature the creep rate rises exponentially, which leads to higher
strain values. Hence, the strain distribution in the Mo-12Si-8.5B blades is almost
the same at different temperatures, but the values slightly increase with increasing
temperature. The strain rate in the Mo-12Si-8.5B blades at 1110°C are similar to
those in CMSX-4 at 1100 °C, but the strain values are lower (maximum value after
100 h is 0.61%). This result shown in Fig. 6 means, that using Mo-12Si-8.5B the
temperature can be increased to 1110 °C with benefit to CMSX-4 alloys. The ability
to apply polycrystalline Mo-Si-B alloy instead of monocrystalline Ni-based alloy at
temperatures increased by 10 K with equal strain rate and lower deformation is very
promising, because such temperature increase would lead otherwise to significant
reduction of creep life of state-of-the-art alloys (s. paragraph 2, Fig. 1). Further-
more, the producing technology of polycrystalline alloys is much easier than that
of monocrystalline ones. A further increase of the temperature leads to exponen-
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tial increase of the creep rate. So, after 100 h load at 1200 °C Mo-12Si-8.5B blade
reaches the maximum calculated strain value of 3.1%.

When the body is at a high temperature under a given load system, the stress redis-
tributes in that body with time. One reason for this is that immediately after loading,
the material is not in equilibrium, because the external energy cannot immediately
be distributed over the entire volume in accordance with the system’s minimum total
energy principle. It results in local spots with increased energy, whose redistribu-
tion over the sample volume requires time, but occurs faster at higher temperatures.
Figure 7 shows the decrease of the maximum stress values. Another illustration of
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Fig. 6 Change of the maximum strain in the Mo-12Si-8.5B blades and CMSX-4
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Fig. 7 Change of the calculated maximum stress in the blades made of Mo-12Si-8.5B and CMSX-4
with time
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Fig. 8 Stress redistribution at 1100 °C for Mo-12Si-8.5B material

the stress redistribution is shown in Fig. 8 for Mo-12Si-8.5B blade at 1100 °C. The
redistribution of the stresses in other calculated cases is similar. The highest stress
occurs in the blade root at the starting point, which distributes through the blade with
time with the decreasing speed. The highest stress value for the CMSX-4 blade is
177 and 169 MPa for the Mo-12Si-8.5B blade. The redistribution rate is higher at
higher temperatures.

5 Conclusions

In this study calculations were performed for stationary operation of high tempera-
ture turbine blade considering creep deformation. Two alloys, Mo-12Si-8.5B and the
monocrystalline Ni-based superalloy CMSX-4, were considered at 1100 °C. Addi-
tionally, the stress-strain states in a Mo-12Si-8.5B blade were calculated in a border
temperature range between 1100 and 1200 °C. Due to the higher density of Mo-12Si-
8.5B, higher stresses occur in this blade as compared to CMSX-4. Nevertheless, the
elastic and creep properties are beneficial and thus, an application of Mo-12Si-8.5B
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is preferred at temperatures up to 1110 °C. Since the alloy Mo-12Si-8.5B has a better
creep resistance in the polycrystalline state than the single-crystalline CMSX-4, the
class of Mo-Si-B alloys appear promising for the application as a possible new type
of turbine blade material. However, further alloy development will be necessary in
terms of the ductility and toughness at low temperatures and the oxidation behavior
of multi-phase Mo-Si-B alloys.

References

10.

11.

14.

15.

16.

18.

. Reed, R.C.: The Superalloys: Fundamentals and Applications. Cambridge University Press,

Cambridge (2006)

. Lemberg, J.A., Ritchie, R.O.: Mo-Si-B alloys for ultrahigh-temperature structural applications.

Adyv. Mater. 24(26), 3445-3480 (2012). https://doi.org/10.1002/adma.201200764

. Boyce, M.P.: Gas Turbine Engineering Handbook, 4th edn. Butterworth-Heinemann; Elsevier,

Waltham, Mass; Amsterdam (2012)

. Schulenberg, T.: Zuverldssige Gasturbinen. Vorlesung am Institut fiir Thermische Stromungs-

maschinen der Universitit Karlsruhe. Karlsruhe

. Nabarro, ER.N., de Villiers, F.: Physics of Creep and Creep-Resistant Alloys. Chapman and

Hall/CRC, Boca Raton (2018)

. Rossmann, A.: Industrie-Gasturbinen: Problemorientierter Ratgeber fiir Betreiber; mit Dia-

grammen. Turboconsult Rossmann, Karlsfeld (2009)

. Carter, T.J.: Common failures in gas turbine blades. Eng. Fail. Anal. 12(2), 237-247 (2005).

https://doi.org/10.1016/j.engtailanal.2004.07.004

. Briunling, W.J.G.: Flugzeugtriebwerke: Grundlagen, Aero-Thermodynamik, ideale und reale

Kreisprozesse, Thermische Turbomaschinen, Komponenten, Emissionen und Systeme, 3.,
vollst. iiberarb. u. erw. Aufl. VDI-Buch. Springer, Berlin (2009)

. Lechner, C., Seume, J. (eds.): Stationdre Gasturbinen, 2, neu bearb. Aufl. VDI-Buch. Springer,

Berlin (2010)

Kablov, E.N.: Litye lopatki gasoturbinnyh dvigatelei: splavy, tehnolohii, pokrytiya, 2nd edn.
Nauka, Moskva (2006)

Schneibel, J.H., Lin, H.T.: Creep properties of molybdenum silicide intermetallics containing
boron. Mater. High Temp. 19(1), 25-28 (2002). https://doi.org/10.1179/mht.2002.19.1.004

. Fokin, D.Y., Semenov, A.S.: Vliyanie anizotropii i polyuchesti materiala na NDS lopatok

gazovoi turbiny. XXXIV Nedelya nauki SPbGPU 1V, pp. 76-78 (2006)

. Sieborger, D., Knake, H., Glatzel, U.: Temperature dependence of the elastic moduli of the

nickel-base superalloy CMSX-4 and its isolated phases. Mater. Sci. Eng.: A 298(1-2), 26-33
(2001). https://doi.org/10.1016/S0921-5093(00)01318-6

Sengupta, A., Putatunda, S.K., Bartosiewicz, L., et al.: Tensile behavior of a new single-crystal
nickel-based superalloy (CMSX-4) at room and elevated temperatures. JMEP 3(1), 73-81
(1994). https://doi.org/10.1007/BF02654502

Hasemann, G., Bogomol, 1., Schliephake, D., et al.: Microstructure and creep properties of
a near-eutectic directionally solidified multiphase Mo—Si-B alloy. Intermetallics 48, 28-33
(2014). https://doi.org/10.1016/j.intermet.2013.11.022

Schneibel, J.H.: High temperature strength of Mo-Mo3Si-Mo5SiB2 molybdenum silicides.
Intermetallics 11(7), 625-632 (2003). https://doi.org/10.1016/S0966-9795(03)00044-X

. Biragoni, P.G.: Modelling the influence of microstructure on elastic properties and tensile

damage behaviour of Mo-base silicide alloys. Ph.D. thesis, Otto-von-Guericke University,
Magdeburg, Germany (2007)

Choe, H., Schneibel, J.H., Ritchie, R.O.: On the fracture and fatigue properties of Mo-Mo3Si-
Mo5SiB2 refractory intermetallic alloys at ambient to elevated temperatures (25 °C to 1300 °C).
Metall. Mater. Trans. A 34(2), 225-239 (2003). https://doi.org/10.1007/s11661-003-0325-4


https://doi.org/10.1002/adma.201200764
https://doi.org/10.1016/j.engfailanal.2004.07.004
https://doi.org/10.1179/mht.2002.19.1.004
https://doi.org/10.1016/S0921-5093(00)01318-6
https://doi.org/10.1007/BF02654502
https://doi.org/10.1016/j.intermet.2013.11.022
https://doi.org/10.1016/S0966-9795(03)00044-X
https://doi.org/10.1007/s11661-003-0325-4

Structural Analysis of Gas Turbine Blades Made of Mo-Si-B ... 91

19. Hemmersmeier, U., Feller-Kniepmeier, M.: Element distribution in the macro- and microstruc-
ture of nickel base superalloy CMSX-4. Mater. Sci. Eng.: A 248(1), 87-97 (1998). https://doi.
org/10.1016/S0921-5093(98)00516-4

20. Schneibel, J.H., Kramer, M.J., Unal, O., et al.: Processing and mechanical properties of a
molybdenum silicide with the composition Mo—12Si-8.5B (at.%). Intermetallics 9(1), 25-31
(2001). https://doi.org/10.1016/S0966-9795(00)00093-5

21. Naumenko, K., Altenbach, H.: Modeling High Temperature Materials Behavior for Structural
Analysis: Part II. Solution Procedures and Structural Analysis Examples. Springer, Berlin
(2019)


https://doi.org/10.1016/S0921-5093(98)00516-4
https://doi.org/10.1016/S0966-9795(00)00093-5

Effects of Second Phases in Mo-Zr m
Alloys-A Study on Phase Evolution L
and Mechanical Properties

Julia Becker, Heiko F. Siems and Manja Kriiger

Abstract In this study the microstructure evolution and the mechanical properties
of different cast Mo-XZr (X =5, 10, 15, 20 at.%) alloys were investigated. It focuses
on the effect of Zr concentrations on the second phase formation in binary Mo-Zr
alloys. All alloys exhibit polycrystalline Mo,Zr precipitations as well as a (Mo, Zr)
solid solution phase, which in most cases forms the matrix phase. Microhardness
measurements were carried out by the Vickers indentation method. The Mo, Zr pre-
cipitations show a strengthening effect in addition to the solid solution hardening.
Additionally, constant displacement tests in the compressive mode at room tempera-
ture confirm these findings. However, the homogeneously distributed Mo, Zr phases
offer an extraordinary potential to improve the strength of Mo-based alloys without
decreasing the ductility.

1 Introduction

In terms of preserving resources and reducing environmental impacts, improving
the efficiency of turbines for power plants and aircraft engines is an increasingly
important research subject. A comparably slight increase of the gas inlet temperature
would already improve the efficiency of turbines significantly [1].

However, currently used nickel-based superalloys are limited in their maximum
operating temperatures due to their melting point of about 1400 °C. Therefore, despite
complex cooling systems and coatings, the turbine’s efficiency cannot be substan-
tially improved using nickel-based superalloys [2]. Molybdenum-based materials
are predestined for such high temperature applications because of their high melting
point above 2000 °C as well as their excellent mechanical properties, and are thus
promising candidates to replace nickel-based superalloys. Especially multi-phase
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Mo-Si-B alloys are focused in current research studies since they combine good
ambient and high temperature mechanical properties as well as a satisfying oxida-
tion resistance [3-5]. It is well known that the materials properties are significantly
correlating to the microstructural features.

Therefore, the approach of Berczik [6] is the most constructive development for
Mo-Si-B alloys, aiming in a microstructure in which the hard, but brittle silicide
particles are embedded in a continuous Mo solid solution (Mogs) matrix. Such a
microstructure helps to improve the mechanical properties, particularly the fracture
toughness at ambient temperatures and simultaneously to ensure sufficient oxidation
properties and creep resistance at ultra-high temperatures [3, 7, 8].

Another important issue for the potential application of Mo-Si-B alloys as turbine
blade materials in jet engines is to reduce their density. Previous research shows,
that comparatively lightweight alloying elements like Ti, V and Zr can be solved
in the Mogs phase (up to their individual solubility limits) and therefore, affect the
fracture toughness, the ductility and the strength of this microstructural constituent
and, additionally, the density [9]. Especially for Zr doped samples, excellent high
temperature properties were reached. In this regard, the alloy Mo-5Zr benefits from
the Mo,Zr particles as effective strengthening phases in addition to the solid solution
hardening effect. Therefore, this type of alloy provides a significantly improved
strength level compared to single-phase Mo, alloys. Based on these findings the
present study shows systematic investigations on the effects of Zr alloying on the
phase formation and resulting mechanical properties in binary Mo-Zr alloys.

2 Effect of Zr in Mo-Based Alloys

In terms of density reduction of Mo alloys, Zr (p = 6.5 g/cm?) [10] is a very promising
alloying partner. Additionally, Zr operates as getter for oxygen and thus, seems to have
a ductilizing effect in powder metallurgically (PM) processed Mo-based materials.
Experiments showed that the addition of 1 at.% Zr to the base alloy composition
Mo-1.5Si led to a fourfold increase of strength and, simultaneously, an increase
of ductility even at room temperature was recognized. Different reasons could be
found for these improvements: (I) Zr works as getter for the detrimental oxygen and
forms nm-sized ZrO; particles, (II) a reduced grain size during PM processing which
reduces the overall concentration of interstitial impurities at grain boundaries [11],
and (III) the segregation of Si to grain boundaries is reduced which alleviates the grain
boundary embrittlement [12, 13]. A computational screening evaluating the Rice-
Thomson parameter predicts a more fundamental effect of Zr in terms of ductilizing
Mo [14]. However, the solubility of Zr in Mo at room temperature is quite low, i.e.
< 1 at.% according to Fig. 1 [15]; higher alloying additions lead to the formation of
the secondary phase Mo,Zr, having a bce crystal structure as described by Blazina
etal. [16, 17]. So, the phase diagram provides a two-phase region composed of (Mo,
Zr)ss and Mo, Zr.
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Fig. 1 Binary alloy phase diagram of Mo-Zr, reprinted according to [15]; the compositions chosen
for this study are marked by red lines

Microstructural investigations by Mousa et al. [18] have shown the additional
Mo,Zr and MoZr, nano-phase formation in a Mo-1.5Si-1Zr alloy which might con-
tribute to an extra strengthening beyond the effect of the ZrO, particles, which was
demonstrated in [9, 19, 20]. Even for three-phase Mo-Si-B alloys a positive effect
of Zr alloying (< lat.%) on the strength and ductility was shown [21]. However,
for multi-phase Mo-Zr alloys, no systematic investigations were carried out so far
regarding the influence of higher concentrations of Zr beyond the results described
above. A fundamental understanding is essential to identify the working mechanisms,
which can be used for technical relevant multi-phase Mo-based alloys. Therefore,
the aim of this work is to systematically investigate the phase formation in binary
Mo-Zr alloys which will be discussed in the context of data from alloy Mo-5Zr
[9]. Accordingly, the effect of gradually increased Zr concentrations (5, 10, 15, 20

at.%) in Mo alloys is investigated regarding the phase evolution and the resulting
mechanical properties of two-phase alloys.
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3 Materials and Methods

Since previous research demonstrated the potential of Zr additions to Mo (about 1-5
at.% Zr), higher concentrations of Zr are subject of the present study to observe
relevant effects on the mechanical properties of Mo-Zr alloys. Therefore, the Zr
additions were chosen as follows: 5 at.% [9], 10 at.%, 15 at.% and 20 at.%.

The alloys were fabricated via arc-melting (AM) in an argon atmosphere to pro-
duce the binary alloys having compositions of Mo-5Zr, Mo-10Zr, Mo-15Zr and
Mo—-20Zr (at.%). All compositions used for this study are marked in the phase dia-
gram in Fig. 1. The pure metal sheets with purities of 99.95% for Mo and 99.2% for
Zr were cut into flakes and mixed to obtain the target alloy composition.

After remelting the samples five times on a water-cooled copper mold they solid-
ify typically drop-shaped. Due to the high cooling rates of the arc-melting process
disequilibrium conditions could remain after solidification. Therefore, the ingots
were subsequently homogenized in an argon atmosphere for 24 h at 1400 °C. The
investigation of the microstructure was carried out by scanning electron microscopy
(SEM—FEI ESEM X1.30 FEG equipped with EDS) on ground and polished sam-
ples. Therefore, the compact samples were hot mounted, ground, wet-grinded using
SiC paper with a grit of 500, 800, 1200 and polished with a 3 and 1 pwm diamond
suspension.

The concentration of Zr in the Moy was measured using energy dispersive X-ray
analysis (EDS). Electron backscatter diffraction (EBSD) analysis was performed
to identify the crystal structure of the precipitations and the matrix phase using
a Zeiss Merlin SEM equipped with a Nordlys EBSD camera and Aztec software
package (Oxford Instruments). Grain sizes of the alloys were evaluated by means
of optical microscopy (OM) via linear intercept method (DIN EN ISO 643 [22]).
Due to differences of the grey values in the SEM micrographs, the fractions of
phases were evaluated using the program Image J. Additionally, the phase fractions
were measured using EBSD analyses. Density measurements of the specimens were
carried out according to the Archimedes’ method.

X-ray diffraction (XRD) measurements were performed using an X’Pert X-ray
diffractometer (PANalytical) with Cu K » radiation. The phase identification was
performed using the analyzing software X’Pert HighScore Plus (PANalytical).

Vickers microindentation tests referring to DIN EN ISO 6507-1 [23] were con-
ducted with a force of 0.1 N (HV 0.01) and a hold period of 5 s. The microhardness
measurements were performed by generating a series of 30 indents set within the
grains by considering a defined minimum distance between the indents and grain
boundaries. The mechanical behavior was determined by constant displacement tests
at a nominal strain rate of 1 - 10~* s~! in uniaxial compression at room tempera-
ture. The specimens with dimensions of (2 x 2 x 3.5) mm, prepared by electro-
discharge machining, were tested using a Zwick/Roell Z100 electro-mechanical test-
ing machine. The yield stresses were measured by the 0.2% offset method.
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4 Results and Discussion

4.1 Microstructures

The microstructures were observed via OM and SEM coupled with EDS as well
as EBSD analysis. According to the phase diagram the Mo-Zr alloys show a two-
phase microstructure (Fig. 2) with the (Mo, Zr)s phase as the main phase and the
intermetallic phase Mo,Zr as homogeneously distributed second phase particles. A
comparison of the Mo-Zr alloys indicates that the amount of secondary phases rises
with increasing Zr additions in agreement with the phase diagram (Fig. 1).

In contrast to the Mo-5Zr alloy, in which finely distributed individual particles
were formed (Fig. 2a), the microstructure of Mo—Zr alloys with higher Zr concentra-
tions reveals extended phase dimensions of Mo,Zr (Fig. 2b—d). Accordingly, there
is an enormous increase of secondary phase proportions from 9 vol.% for Mo-5Zr
to 44 vol.% for Mo-20Zr (Table 1), which corresponds quite well with the phase
diagram. The appearance of the Mo,Zr phase changes from individual particles in
Mo-5Zr to a network-like structure in Mo-20Zr (Fig. 2).

(a) (b)

(MoZr1)s

-— Mo Zr

Fig. 2 SEM images of a Mo-5Zr [9] b Mo-10Zr ¢ Mo-15Zr and d Mo-20Zr alloy
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Table 1 Microstructural parameters of Mo-XZr alloys compared to pure Mo

Nominal alloy composition, at.% Mo —5Zr —10Zr —157Zr —20Zr
Calculated density after [24], g/em® | 10.21 9.91 9.83 9.50 9.21
Measured density, g/cm? 10.19 9.95 9.87 9.51 9.23
Median grain size, pm - 176 59 56 32
Concentration of Zr in Mogs, at.% - 4.1 4.4 6.5 8.9
Amount of Mo,Zr phases, vol.% - 9 12 22 44

A summary of the microstructural properties and the density of the alloys is given
in Table 1, which represents the significant impact of increasing Zr additions. It can
clearly be seen that not only rising amounts of Zr, which is dissolved in Mogs, but
also the increased fraction of Mo,Zr phase with a density of 8.63 g/cm? (calculation
based on [24]) contributes to the density reduction of the Mo alloys.

Additionally, the grain size decreases with increasing Zr concentrations due to
the nucleation of Mo,Zr grains, limiting the grain growth of the Moy phase during
solidification and heat treatment. Hence, the Hall-Petch theory as well as second
phase hardening have to be considered when discussing the mechanical properties.
EDS measurements show that the concentration of dissolved Zr in the (Mo, Zr)
phase tends to increase despite of forming Mo,Zr particles (Table 1). However,
based on the phase diagram, presented in Fig. 1, lower concentrations of dissolved
Zr in the Moy phase would be expected. This might be due to a still incomplete
equilibrium state of the alloys even after heat treatment or to ambiguous solubility
ranges in the phase diagram at lower temperatures.

The XRD diffractograms in Fig. 3 (left) verify the presence of the (Mo, Zr),, phase
in all alloys. There is just a weak peak of the Mo,Zr phase detectable in the alloy
Mo-5Zr and Mo-10Zr, whereas for higher Zr-doped Mo alloys this phase was clearly
identified. A more detailed depiction of one of the respective (Mo, Zr)s reflexes
(Fig. 3, right) represents the shifting of the (Mo, Zr)ys peaks to smaller diffraction
angles with respect to that one of pure Mo, which indicates changes in the lattice
parameters. This is based on the Bragg’s equation [26]. The site occupation by Zr
atoms in the Mo lattice leads to lattice distortion, which is due to deviations of the
atomic radii (Mo: 145 pm; Zr: 155 pm) [25].

The EDS measurements (Table 1) showed the following trend: the higher the Zr
addition in the alloy the higher the concentration of Zr dissolved in the Mo lattice.
This is confirmed by the shifting of the (Mo, Zr) reflexes as visible in Fig. 3. The
higher intensities of the reflexes of Mo-5Zr as compared to Mo-Zr with 10, 15 and
20% Zr are due to longer settings at each single step during the measurement.

All alloys were investigated by EBSD analyses as shown in Fig. 4. A phase
mapping clearly identified the phases Moy, and Mo,Zr and corresponds very well
with the results of XRD measurements (Fig. 3). Additional EDS analyses confirm
that the last-mentioned phase consists of about 66 at.% Mo and 34 at.% Zr according
to the stoichiometric composition of Mo,Zr.
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Fig. 3 XRD data in (left) standardized representation and (right) direct comparison visualizing the
shifting of reflexes in comparison to pure Mo

Figure 4a gives an impression on the finely distributed Mo,Zr precipitations in
the microstructure of Mo-5Zr. It also reveals that the Mo,Zr phases appear at the
grain boundaries, but also within the grains (Fig. 4b). It is assumed, that the high
cooling rates in the arc melting process could hinder a peritectic reaction (according
to Fig. 1). Due to this reason a supersaturated (Mo, Zr)ss phase could remain after
cooling, so that the Mo, Zr precipitations inside the grains could be formed during
the subsequent heat treatment procedure, so that they appear next to the Mo,Zr
precipitations decorating the grain boundaries.

The occupation of the grain boundaries with the Mo,Zr phase becomes more
dense in the alloys with 10 at.% Zr and 15 at.% Zr (Fig. 4c, d). For the Mo-20Zr
alloy, EBSD orientation mappings show that the extended Mo,Zr phases appear in
a network-like structure at the grain boundaries (Fig. 4e, f). Due to the pronounced
precipitation of the Mo, Zr phase during solidification, grain growth is limited which
results in a decreasing grain size by an increasing fraction of Mo,Zr (Table 1).

The EBSD orientation mappings of the Mo,Zr phases shown in Fig. 4 indicate
that the precipitated phases are polycrystalline. Polycrystalline phases exhibit a huge
advantage by acting as effective obstacles to dislocations while still allowing some
degree of deformation. In other words, in case of alloy Mo-20Zr, small grain sizes
of (Mo, Zr)ss combined with a high amount of Mo, Zr phases at the grain boundaries
show promising potential for high strength while keeping the plastic deformability
at an acceptable level (Sect. 4.3).
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Fig. 4 Results of EBSD orientation mappings: IPF color-coded images of Mo,Zr phases in a Mo-
5Zr, ¢ Mo-10Zr, d Mo-15Zr and e Mo-20Zr and additional IPF color-coded images of (Mo, Zr)s;
phase in b Mo-5Zr and f Mo-20Zr
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Fig. 5 Hardness of Mo-XZr
alloys compared to pure Mo
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4.2 Microhardness

The microhardness measurements were performed using a pyramidal Vickers inden-
ter. To avoid the effect of dislocation pile-up at the grain boundaries it is necessary
to consider a defined minimum distance between the indents and grain boundaries.
According to [23] the minimum interval between the center of neighboring indents
as well as the distance between the indent and the grain boundary should be the three-
fold of the diagonal length. This requirement has been fulfilled. Although the present
materials are two-phase alloys, only indents in the (Mo, Zr)s phase are considered for
the hardness data to analyze only the solid solution effects. The results compared to
data of pure Mo are shown in Fig. 5, which demonstrate the improvement of hardness
of the (Mo, Zr) phase by increasing Zr additions. In general, this effect is mainly
due to solid solution hardening, since the hardness increase corresponds very well
with the dissolved Zr concentration in the solid solution (Table 1). In previous studies
[9] we already demonstrated that Zr is a very effective solid solution strengthener as
compared to Ti and V, which is due to an effective lattice distortion.

The hardness values of all alloys especially in Mo-20Zr are significantly higher
than the reference of pure Mo and can be understood as an increasing level of solid
solution strengthening in dependence on the dissolved Zr concentration. Calculated
strengthening contributions based on the model of Labusch [27] show that additional
strengthening from 0.17 GPa (Mo-5Zr) up to 0.5 GPa (Mo-20Zr) is possible in the
solid solution phase. It is noticeable that the total hardness of the alloys will be
additionally influenced by Hall-Petch hardening and precipitation or second phase
hardening.
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Fig. 6 Results of compression tests at room temperature: (left) maximum compressive (o) and
yield (opo2) strength, (right) plastic strain depending on the Zr additions

4.3 Uniaxial Compression Tests

By using constant displacement tests at a nominal strain rate of 1 - 10™* s~! in uni-

axial compression at room temperature (RT), the influence of Zr on the compressive
strength and plastic deformability was analyzed. The results are presented in Fig. 6,
depending on the Zr concentration in the respective alloys.

Regarding the maximum compressive and yield strength (left), all Mo alloys
show an increase of strength with rising Zr additions. So the general tendency of the
microhardness measurements (Fig. 5) is validated by the uniaxial compressive tests.
For detailed understanding of the measured data it is necessary to have a closer look
at the microstructural parameters as presented above. Following the approach of Hall
and Petch [28, 29] the contribution of the grain size (GS) effect must be considered as
follows: A(}SMO-Szr, 176pm < AGSMO-]OZ]‘, 59pum < AGSMO-]SZ]‘, 56pm < AGSMO-ZOZr, 32pum
(Table 1). Hence, the Mo,Zr precipitations cause the stabilization of a small grain
size during solidification, which means that a smaller grain size was generated by
increasing Zr concentrations and results in an increased strength according to the
Hall-Petch theory. Not only the grain size but also the concentration of Zr dissolved
in the Mo phase plays a major role. After Northcott [30], investigations on Mo alloys
containing up to 3% Zr showed that the lattice parameter increases linearly with
Zr additions, indicating that at least 3% is soluble in Mo. For the present alloys the
dissolved Zr concentrations are higher than expected by the literature data. This might
be due to a not completely achieved equilibrium state of the alloys after annealing.
Thus, the additionally dissolved Zr causes an extra distortion within the Mo lattice
leading to a more pronounced solid solution strengthening effect.

An additional effect on the strength is given by the secondary Mo,Zr phases. In
general, the homogeneous distribution of this phase has an improving effect on the
strength level, since this second phase acts as obstacles for the dislocation motion.
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Especially for alloy Mo-20Zr which exhibits the highest amount of Mo,Zr phases,
the strength level is significantly improved (Fig. 6). This effect may also be due to
the continuous formation (network-like) of Mo,Zr phase.

On the other hand, all Mo-XZr alloys provide plastic strains between 2 and 4% in
compressive mode (Fig. 6, right), showing the potential of materials’ deformability,
even though hard and brittle Mo,Zr is present in comparably high concentrations.
Surprisingly, the plastic strain was not significantly decreased with increasing amount
of Mo,Zr.

5 Conclusions

The effects of Zr additions on the mechanical properties of the Mo solid solution
(Mogs) phase and two-phase Mog-Mo,Zr alloys were investigated using different
compositions of Mo-XZr (X = 5, 10, 15, 20 at.%). These alloys were characterized
by microstructure analysis, Vickers microhardness measurements as well as constant
displacement tests in uniaxial compression at room temperature. According to the
experimental results described above, the following conclusions can be drawn:

1. The Mo-Zr alloys exhibit a two-phase microstructure as expected from the binary
phase diagram. The secondary phases were identified as Mo, Zr, which are homo-
geneously embedded in a (Mo, Zr), phase, occurring as precipitations at the grain
boundaries and within the grains. The amount of second phases increase with
rising Zr additions whereas the grain size is decreased.

2. Detailed EBSD analyses indicate that the phase regions of Mo,Zr are poly-
crystalline. In case of Mo-20Zr the Mo, Zr phase decorates the grain boundaries
completely and forms large and continuous network-like structures.

3. Zr causes effective distortion of the Mo lattice. The significant contribution of
solid solution strengthening is due to the high concentration of dissolved Zr in
Mo, which is beyond the solubility limits as given in the phase diagram.

4. In general, Zr has a positive effect on the mechanical properties, which is rep-
resented by the results of microhardness and compression tests. This is mainly
due to the following reasons: First, higher amounts of Mo,Zr phases lead to a
smaller grain size, which results in an increased strength according to the Hall-
Petch theory. Second, significant concentrations of Zr dissolved in the Mo phase
cause a strong solid solution strengthening effect. Third, an additional increase of
strength is given by the second phase Mo,Zr particles, which are homogeneously
distributed.

5. The alloys investigated offer a constant level of plastic deformability at room
temperature, even though the amount of Mo,Zr varies significantly from 9 to
44%.
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Investigating the Effect of Creep )
Properties Mismatch in Very Thin Pipes L
Within High-Temperature Facilities

Martin Packham and Daniele Barbera

Abstract Most industrial structures are affected by material mismatch effects, due
to the design necessity that leads to the use of dissimilar materials like welding
of different parts. In other circumstances, this mismatch is introduced by material
transformation like radiation embrittlement, hydrogen attack or carburisation, which
can drastically change the material response of a restricted area of the component.
Such an outcome can have an unpredicted effect on the behaviour and endurance of
the component. Carburisation has been identified within the thin stainless steel pipes
of UK Advanced Gas-cooled Reactors (AGR). This carburisation is known to affect
crack initiation and creep-fatigue properties, ultimately impacting on service life. The
current assessment procedure for UK AGRs has several limitations when addressing
carburisation and is believed in some circumstances to be overly conservative and in
other conditions non-conservative. The work of this study aims to aid in clarifying
the effect of creep properties mismatch due to carburisation in thin pipes within such
high-temperature facilities. A numerical study is undertaken to investigate the effect
of creep properties mismatch in a thin pipe subjected to a combination of primary
(load controlled) and secondary (displacement controlled) cyclic loading. In order
to perform an extensive parametric study, a special numerical procedure based on
the finite element commercial code Abaqus is used to predict the cyclic behaviour
of the structure. The effect of creep properties mismatch on global shakedown and
creep ratcheting will be investigated providing new insight in the field of structural
integrity of pressurised components.
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1 Introduction

EDF Energy currently operate 14 Advanced Gas-cooled Reactors (AGRs) across
six sites in the UK. The majority of these AGRs have been in operation for around
35 years, with the first site, Hinkley Point B, starting operation in 1976. The UK’s
commitment to an increasing energy demand as well as environmental targets have
called for numerous life time extension plans. These have been both announced and
implemented allowing for considerable extension over the original intended service
lives of 25-30 years.

There are two major limiting factors in the service lives of UK Advanced Gas-
cooled Reactors (Fig. 1), the first of these being cracking and damage to the graphite
components associated with the reactor core and the second, creep-fatigue damage
to irreplaceable stainless steel pipework. The AGR’s boilers contain many stainless
steel components that are exposed to temperatures as high as 650 °C whilst operating
over hundreds of thousands of hours. Water within the pipes is heated via a coolant gas
mixture primarily consisting of carbon dioxide with carbon monoxide, methane and
water vapour also present. This gas in turn cools the reactor core. This investigation

Max temp

650 °C
o ol ol o

Boiler
Max feed water

temp 150 °C

Fig. 1 Advanced gas cooled reactor schematic [1]
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Fig. 2 Etched 316 H stainless steel sample after exposure to AGR coolant gas [1]

will focus on the hottest regions of the boiler, generally associated with the re-heater.
Here, components are subject to a wide range of loading conditions resulting from
high internal pressures and variations in temperature. This leads to a combination of
primary, load controlled, and secondary, displacement controlled, cyclic loading. At
temperatures greater than 480 °C it has been observed that exposure to the coolant
gas may lead to carburisation of the austenitic 316 H stainless steel of which boiler
components are fabricated [1]. Oxidation occurs rapidly at temperatures higher than
480 °C. Initially a thin chromia (Cr,O3) layer forms; in most cases this gives way to
the formation of a duplex oxide consisting of an outer magnetite (Fe;0y4) layer and
an inner spinel layer rich in chromium and nickel [2]. This oxidation process leads to
carburisation of the austenitic stainless steel via diffusion, with diffusion occurring
more rapidly along the grain boundaries as shown in Fig.2 [1].

At temperatures greater than 600 °C, the initial duplex oxide formation may
be very rapid, however a chromium-silicon rich healing layer may form providing
a protective barrier at the interface of the metal and oxide [3]. This oxide layer
prevents further carburisation occurring, whereas at temperatures in the region of
480-600 °C carburisation may continue throughout the material life. Carburisation
leads to a considerable increase in the hardness of the material due to the ingress
of carbon and the formation of carbides. The depth of carburisation can be assessed
using micro hardness tests where an exponentially decaying curve can be fitted to
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the test data until the bulk material is reached at a particular depth. The extent of
carburisation is generally defined as the depth until the hardness falls to a value of
110% of the bulk material [1]. After an exposure to the coolant gas for more than
approximately 12 years a carburised layer depth of 0.2-0.8 mm may be expected,
resulting in a material mismatch. This depth will be heavily dependent on several
factors including temperature, surface finish and proximity to welded joints.

Damage and structural defects in the UK AGRs are both predicted and assessed
using the RS defect assessment procedures, which have been developed and revised
over many years [4]. It is written as a series of step-by-step instructions in a series of
five volumes with the purpose of assessing damage at high temperature [5]. The five
volumes are Volume 1: Overview, Volume 2/3: Creep-fatigue initiation procedure for
defect free structures, Volume 4/5: Procedure for assessing defects under creep and
creep-fatigue loading, Volume 6: Assessment procedure for dissimilar metal welds
and Volume 7: Behaviour of similar welds: guidance for steady creep loading of
CrMoV pipework components [4]. It is Volume 2/3 that relates specifically to the
work of this study and involves assessment of damage via shakedown analysis.

At present the R5 [6] does not directly consider carburisation but rather makes
a series of assumptions and relies on conservatism to account for it, as described
by Chevalier [1]. For a start, as carburisation is likely to occur within the first few
years of operation and given a healing layer is likely to form preventing further
carburisation. Following this assumption, the depth of the carburised layer may be
treated as metal loss. Alternately, the presence of carburisation may be ignored on
the provision that a full creep fatigue crack initiation assessment is carried out.
The simplifying assumptions of the R5 assessment procedure can in some cases be
conservative and in other cases non-conservative. This is dependent on the extent of
carburisation, the magnitude of the loading and the nature of the loading (primary
or secondary). It is understood that the conservatism or non-conservatism is directly
related to the presence of surface cracking in the carburised layer. The brittle nature
of the hard carburised layer makes it particularly susceptible to cracking at higher
levels of loading. Should cracking initiate, then a perceived increased creep rate
would be expected, leading to a reduced time to failure as cracking effectively leads
to metal loss. However, at lower levels of loading the carburised layer may not crack.
In this case the higher yield stress of the carburised material may be of benefit and an
increased creep rate would be observed, ultimately increasing the material life. This
work aims to investigate the effects of a creep properties mismatch, as a result of
carburisation, on a section of thin walled stainless steel pipe found in an AGR. The
simulated pipe section, represented as a Bree cylinder, is subjected to cyclic thermal
gradient and a constant mechanical load. The model is subject to a creep dwell when
the temperature across the pipe section is constant and at its maximum temperature.
The numerical study is performed for several models with increasing thickness of
the carburised material. The effects of various magnitudes of mechanical loading are
also investigated. This paper details the simulation and modelling approaches before
providing and discussing results of the study.
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2 Cyclic Response of Structures at Elevated
and High-Temperature

Over the last 50 years one of the most intuitive and reliable method of classifying
the cyclic behaviour of a structure has been the famous Bree diagram [7]. Within
his research work Bree identified the relationship between the cyclic behaviour and
the level of combined mechanical and thermal load. In accordance with his diagram
the following mechanisms can be exhibited: elastic shakedown, plastic shakedown
or ratcheting. To represent the interaction between the cyclic and constant load, he
proposed an interaction diagram as shown in Fig. 3. Within the diagram (Fig. 3) the
thermal stress and the constant mechanical load are normalised for the yield stress
and limit load respectively and are reported on the vertical and horizontal axes. If the
combined loads applied are small enough, the entire component will remain elastic
during the operating life. However, if the load is increased the component can exhibit
elastic shakedown. If the cyclic thermal load is increased, the component can fall
in plastic shakedown domain. In this region the cyclic response is characterized by
the typical closed hysteresis loop, which is responsible for subsequent low cycle
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Fig. 3 Classical Bree type diagram for a cylinder subjected to cyclic thermal load and constant
mechanical load
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Fig. 4 Different material responses due to cyclic loading with creep dwell period at the tensile peak
a elastic response, b elastic shakedown, ¢ creep enhanced reversed plasticity and d creep enhanced
plastic shakedown

fatigue cracking. If mechanical load is increased, leaving the thermal load level
constant, ratcheting occurs. This behaviour is particularly detrimental, since it causes
a continuous accumulation of plastic strain at each cycle that can lead to premature
collapse of the structure. Finally, if the mechanical load is increased further, the limit
load can be reached causing the instantaneous plastic collapse of the structure.

However, due to the interaction between creep and fatigue, the application of the
Bree diagram becomes less accurate when high temperature creep occurs during the
cycle. The presence of creep dwell can change drastically the cyclic behaviour of a
structure, and a schematic representation is given in Fig. 4.

In this representation, for simplicity, a single creep dwell is considered which acts
at the end of the tensile peak. If the load at this point is within the elastic limit, no
plastic strain is accumulated during the first cycle (Fig.4a). Due to the creep dwell,
a progressive stress relaxation occurs, and unloading also remains purely elastic. A
similar behaviour can occur in the presence of a small initial plastic strain (Fig. 4b),
but also in this case the progressive stress relaxation leads to elastic behaviour.

In some case the stress relaxation can promote a plastic response during the
unloading phase (Fig. 4c), known creep enhanced plasticity. This mechanism is par-
ticularly dangerous because it introduces low cycle fatigue in conjunction with creep.
In addition, if the applied load is over the shakedown limit, the hysteresis loop
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response shows plasticity during both the loading and unloading phases, causing
more severe fatigue damage which interacts with the creep damage (Fig. 4d). In both
Fig.4c and Fig.4d, the accumulated creep damage is larger than that obtained by
a monotonic load, due to the higher stress level which cyclically occurs during the
creep dwell. For this reason, this response is known as “Cyclically Enhanced Creep”.
In some particular conditions, an open hysteresis loop response is possible and it is
known as “Creep ratcheting”.

As mentioned before creep dwell is capable of altering the cyclic response of a
structure introducing a closed loop response (Fig. 4c, d) for cyclic loading conditions
within the shakedown limit. The closure of the hysteresis loop is due to the balance
of all the inelastic strains within the entire cycle. However, the non-closed hysteresis
loop would still be possible, when an inelastic strain accumulation occurs due to the
dominant creep or reversed plastic strains [8]. For example, a large dwell time could
produce a creep strain greater than the limited plastic strain, leading to an inelastic
strain accumulation dominated by creep. In other loading conditions a large stress
relaxation, which results in a low level of overall creep stress, leads to insignificant
creep strain but large plastic strain during the unloading phase. This could produce an
open hysteresis loop dominated by the reversed plastic strain. Hence creep ratcheting
is instead a much more complex mechanism, and it is dependent on the dwell time,
the type of load applied and load levels [9].

3 Numerical Model

The geometry of this study was based upon the well-established Bree cylinder, which
was originally used to study cyclic behaviour of nuclear fuel casing behaviour [7].
The model geometry is shown in Fig. 5, due to the type of problem an axisymmetric
model has been used. The cylinder has been also divided into two domains, one
modelled with the bulk material (316H), and the other one on the external side as
the carburised material. The presence of two different materials had impact also
on the mesh strategies, which is depicted in Fig.5 for different cases. The mesh is
composed of quadratic quadrilateral elements CAX8R, with a reduced integration
scheme. The pipe features a wall thickness of 2.4 mm and an internal diameter of
13.8 mm. After initial analysis, carburisation is introduced to the outer side of the
pipe at a thickness of 0.1 mm and then 0.4 mm. The initial mesh featured 16 elements
across the thickness of the pipe. This is increased to 24 for the 0.1 mm carburised
model with a bias ratio of 10 towards the carburisation. The number of elements
is then increased for the 0.4 mm carburised model with a total of 36, again with
biasing towards the carburisation. For this particular case study due to the symmetry
of boundary conditions and both mechanical and thermal load applied the aspect ratio
of the element do not represent a crucial factor. However, it is important to ensure
a good number of elements at the interface between the two materials. It is worth
noting that despite this approach a numerical discontinuity will be always present.
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Fig. 5 Classical Bree’s like diagram for a cylinder subjected to cyclic thermal load and constant
mechanical load

The model is constrained from motion at the bottom. When required a constant
axial tensile load is applied to the top of the model. This simulates the axial effect
of static mechanical loading due to the internal pressure. For simplicity, radial or
hoop stresses are not considered. Temperature is varied cyclically from a reference
of 600 °C with higher temperatures occurring externally and propagating inwards
through the wall thickness.

The bulk material considered is the 316 H and material properties are obtained
from the NIMS database [10]. Yield stress, thermal conductivity and coefficient of
thermal expansion are taken as functions of temperature. For simplicity, Young’s
modulus is assumed to be temperature dependent with linear trend between data
points available (Table 1 in Appendix), and a constant Poisson’s ratio is considered.
High-temperature creep is modelled using Norton’s law neglecting primary and ter-
tiary phase. The plastic behaviour of the material has been modelled as elastic perfect
plastic and no hardening rule is considered.

Poor access to material data for the carburised layer meant a number of assump-
tions had to be made. Firstly, properties are assumed constant across the thickness of
the layer. Then based on the work of Chevalier [1] Young’s Modulus is increased by
30% from the bulk material value and yield point is increased by 50.6% over the full
temperature range. Conflicting information on the effect of carburisation on strain
creep rate lead to firstly assuming the creep rate reduced by a factor of 10 for the
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carburised layer. Following this the problem is remodelled with creep rate increased
by a factor of 10. All the data used within this work are reported in tabulated form
in the Appendix.

4 Results

4.1 Bree Like Diagram for Non-carburised Cylinder

Before introducing creep and carburisation effects, a detailed study of cyclic response
of the structure has been undertaken. This involved determining the reference limit
load P, which is found to be approximately 115 MPa at 600 °C. A reference thermal
load of 50 °C is selected to be applied on the datum temperature of 600 °C.

During this research work along with traditional finite element analysis a well-
established direct method, known as the Linear Matching Method (LMM) has been
used. The LMM is capable of calculating shakedown, ratcheting and plastic collapse
limits, more efficiently than other numerical procedures such as the Direct Cyclic
Analysis (DCA) for a wide range of problems [11]. Within this work it has been used
for providing an efficient solution to particular calculation like the shakedown limit
calculation and the assessment of the steady state response due to cyclic loading
at high-temperature. To calculate a fully shakedown limit a series of step by step
analysis has been carried out, trialling values for mechanical and thermal loading
ratios. At the same time for verification purpose the Linear Matching Method has
been used to calculate the same limit.

The limit is depicted in Fig. 6, which shows a typical behaviour when a cyclic
temperature and a constant mechanical load is applied.

By analysing the plastic strain accumulated over time, the type of cyclic responses
could be determined and hence points added to the Bree diagram for the selected
loading ratios. From these points, a boundary line could be interpolated that divides
the plot up into the regions as shown in Fig. 6.

The step by step results are also verified using the linear matching method with
results shown as a dashed red line in Fig. 6. The verification of the limit calculated
is depicted in Fig. 7, where three cyclic load points just inside the shakedown limits
A1(0.0,0.9), B1(0.4,0.9), C;(0.65, 0.3), and three outside A,(0.0, 1.1), B2(0.4, 1.1),
C,(0.65, 0.5) as shown in Fig.6. By comparing plastic strain histories, as shown
in (Fig.7), firstly, it is observed that elastic shakedown behaviour occurs for load
point A, B; and C;. These points are predicted to lie inside the limit. Instead when
they are taken outside reversed plasticity is predicted for A, and B,. For the cyclic
point C, a well defined ratcheting mechanism is visible (Fig. 7). The results obtained
demonstrates that the limit calculated with a temperature dependent yield stress is
accurate. On the basis of this shakedown limit specific cyclic load points are going
to be analysed with the presence of a carburised layer.
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Fig. 6 Bree’s like diagram for the non-carburised cylinder subjected to cyclic thermal load and
constant mechanical load

4.2 Creep-Fatigue Analyses of the Non-carburiesed Cylinder

In order to study the effect of the carburisation on the cyclic behaviour at high
temperature of the cylinder a reference case is constructed considering only the
bulk material. The cyclic history has been modified considering the presence of a
creep dwell at constant temperature and constant primary load. The creep dwell
length considered has been 500h, and the maximum temperature considered is 650
°C, which is consistent with the operating temperature in the AGR reactor. Three
different mechanical loading situations are simulated, firstly with no mechanical
load, and then the other two with an incremental increased mechanical loading. This
is important to study the effect on the cyclic response and the possible presence of
creep-ratcheting.

The type of response, at the inner side of the cylinder, obtained from the three
load case with increasing mechanical load are shown in Fig. 8. Figure 8a shows the
response without any mechanical load applied. The absence of any primary load
makes it impossible to obtain creep-ratcheting [9]. In addition, in all the responses
reported the creep dwell is always compressive and for this reason no creep damage
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by comparing plastic strain histories

is expected to occur. During the first step the strain-stress response is caused by
the thermal gradient across the thickness. Then the thermal gradient is removed
and the entire section is at the highest temperature, consequently stress relaxes and
redistributes due to the change of flow stress caused by the associated change in
temperature field. At this point the creep dwell starts and once concluded itis followed
by unloading to return to datum temperature (600 °C), forming a closed loop.

When the mechanical load is introduced, creep-ratcheting occurs as shown in
Fig. 8b, c. This mechanism is caused by the type of the load applied that promotes
creep-ratcheting in the direction of the applied load. Despite this the ratchet strain
per cycle accumulated is relatively small, but not insignificant, as it is depicted
in Fig.8b. In addition, the direction of the ratchet strain is negative. This type of
mechanism is dramatically affected by the length of the creep dwell and by the
magnitude of the mechanical load. Figure 9 shows the cyclic responses across the
thickness, from left to right, without the carburised layer on the right side. In all
plots a well-defined ratcheting is defined. The creep dwell at the mid-wall and at
outer-wall positions occurs with tensile stresses. In particular, at the mid-wall elastic
shakedown is associated with an increase in inelastic strain due to the accumulation
of creep deformation. However, in this case as it is shown in Fig. 9 the accumulated
strain per cycle is not significant.

The von-Mises stress across the pipe wall is shown in Fig. 10a, b. It is clear how
the stress increases with the thermal gradient before redistributing as the material
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Fig.8 Cyclic response of the non-carburised cylinder subjected to cyclic thermal load and constant
mechanical load. a Zero mechanical load, b 0.15 times the limit load, ¢ 0.3 times the limit load

relaxes, before again decreasing during the creep dwell. When the mechanical load
is applied (Fig. 10b) it can be seen how it interacts with the thermal gradient causing
an asymmetric stress field. Furthermore, also the minimum stress at the core of the
wall is increased.

4.3 Creep-Fatigue Analyses of a Cylinder with Carburised
Layer

In order to investigate the effect of the carburised layer, firstly a 0.1 mm layer is
considered, and for simplicity, the interface area between the parent material and the
carburised one is considered straight and homogeneous. Due to the discrepancies in
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Fig. 9 Cyclic stabilised responses across the thickness, at the inner side (a), at the centre (b) and
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the literature on the creep properties, two cases have been considered. It has been
decided to simulate the creep behaviour for the carburised layer with an increased
and then a decreased creep multiplier, leaving the exponent constant.

In Fig. 11 the cyclic response predicted is shown for both cases on the inner side of
the pipe away from the carburisation. The results correspond to the final loading cycle
of simulation with firstly an increased creep rate (Fig. 11a, b, ¢) and then secondly
with a decreased rate (Fig. 11d, e, f). For the case with a decreased creep rate the
cyclic response does not change remarkably, and only a slight creep ratcheting can
be observed. In fact, all the effects of creep are less significant than when there
is no carburisation. This would suggest a carburised layer is beneficial in terms of
preventing creep ratcheting. In addition, at this stage, the total strain range remains
almost constant.

However, a significant change in the response is obtained if the carburised layer
is assumed to have an increased creep strain rate. For the case, without mechanical
load, the total strain range is significantly larger, as expected due to the contribution
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of the creep strain accumulated over the dwell time. Indeed, the larger stress relax-
ation occurring during the creep dwell enhance the subsequent phase, generating
more plastic strain. The results obtained with the mechanical load shows a different
mechanism, as it is shown in Fig. 11e, f. The results then become a little unusual
when the mechanical loading is applied. The mechanism affects the stress relaxation
during the creep dwell. An unusual creep relaxation occurs, it as the direction of the
creep changes from compressive to tension. This mechanism is known as structural
creep strain recovery [12]. When this occurs, it has been demonstrated that a large
stress relaxation can be identified during the start of the creep dwell. This process
is caused by the rapid relaxation of thermally induced stress. In this work, the rule
of sign or Dominant Principal direction is used to determine the sign to be assigned
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to the equivalent stress [13]. To do this the three principal components are evalu-
ated, estimating which gives the largest stress range. Within this work, the maximum
principal stress has been found to be the largest one.

As it is shown in Fig. 11e, f, the transition is very rapid and only few data points
are currently available to show the transition, but the overall behaviour of principal
stress and von-Mises stress are in line with the observation of Cho et al. [12]. As
the mechanical load increases the total strain range also increases, as does the rate
of ratcheting. Clearly, in this case, the carburised layer would be detrimental. It is
worth noting that the stress reached during the stress relaxation is close to the level
of stress caused by the mechanical load. This is caused by the progressive relaxation
of secondary loads caused by the thermal gradient

The mechanism at the origin of this behaviour is the creep properties mismatch that
allows a significant stress redistribution and a different creep deformation between
the bulk and carburised material. All the behaviours identified have the potential to
decrease significantly the fatigue life of the pipe.

Figure 12a, b depict the effect of the carburised layer on the stress distribution
across the thickness of the pipe wall, without mechanical load. In both the cases
when the carburised creep rate is increased and decreased relative to the bulk material
it can be seen clearly that the harder carburised material is associated with higher
stress. This allows the presence for low stress, well within the elastic limit, in the
central cylinder core. In both cases, the Linear Matching Method has been used for
further verification of the stress field determined using the non-linear analyses. The
agreement between the two methods is very good especially the creep area.

It can be concluded that the stresses occurring at the start and end of the cycle, at
the edges of the pipe wall, are higher for the case where the creep rate is decreased
and lower for when it is increased. This is likely because in this scenario the stresses
are completely displacement driven due to it only being thermally loaded and so the
final stress will be dependent on the creep multiplier factor of the Norton’s law.

Lastly, the effect of the thickness of the carburised layer has been investigated
by considering a layer of 0.4 mm. Since the most critical response occurs for an
increased creep strain rate, this case has been investigated due to its importance. In
Fig. 13a, b, c the cyclic response of the stabilised cycle at the inner side is shown
for a mechanical load of 0.15 times the limit load respectively and for a carburised
layer of 0, 0.1 and 0.4mm thick respectively. The introduction of the carburised
layer drastically changes the response and introduces the creep strain recovery. The
increase in carburised layer thickness does not further change the cyclic response as
it can be seen in Fig. 13b, c.

For the external pipe surface (Fig. 13d, e, f) it is clear that once carburisation is
introduced, the amount of ratcheting considerably increases. Due to a large amount of
creep strain accumulated the overall cycle width increases remarkably. In addition,
the stress at the start of the creep dwell is always positive, causing damage that
could lead to failure (cracking) of the carburised layer. At the same time, the creep-
ratcheting is very large and increases with the thickness of the carburised layer. In
addition, it can be seen that the total strain range is less than for the inner side elements
and this is due to the greater hardness of the carburised material.
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5 Conclusion

In this work, a numerical study on the cyclic response at high-temperature of a
structure containing a progressively thicker carburised layer has been carried out. The
model has been analysed accounting for temperature dependent material properties
and considering different possible creep behaviours of the carburised material. The
main results obtained within this research work are as follow:

1. A comprehensive study on the effect of creep properties mismatch has been
achieved, demonstrating how the presence of a carburised material can alter
largely the cyclic behaviour of the associated bulk material. It is therefore impor-
tant to pay particular attention when considering if the presence of carburisation
can be simply neglected.

2. The most detrimental mechanisms have been observed when considering a creep
softer carburised layer. In this case the cyclic response is highly sensitive to the
applied internal pressure (primary load). A progressive increase of inelastic strain
is predicted to occur due to creep-ratcheting.

3. When considering the effect of increased carburised layer thickness on both the
bulk and carburised material, a significant increase in creep-ratcheting strain per
cycle is observed. In addition, should the carburised layer be subject to a partic-
ularly harmful tensile dwell, with the potential to produce additional cracking,
this would greatly enhance the penetration of coolant gas via the newly formed
cracks.

4. Most of the observed mechanisms are due to the complex stress redistribution
caused by the presence of several material properties mismatch, including yield
stress and creep properties. It is worth noting, that in this study the coefficient of
thermal expansion of the two materials has been kept constant. However, studies
are undergoing to evaluate this assumption. A mismatch also in this property
would increase the interface stress between the two materials.
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Appendix

See Tables 1, 2, 3,4 and 5.
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Table 1 Temperature

; Temperature (°C) | Bulk material Carburised
dependent yield stress yield stress (MPa) | material yield
stress (MPa)

20 251.12 378.1845
40 244.48 368.1913
60 238.02 358.4622
80 231.73 348.9901
100 225.61 339.7683
120 219.65 330.7902
140 213.84 322.0493
160 208.19 313.5395
180 202.69 305.2544
200 197.34 297.1883
220 192.12 289.3354
240 187.05 281.6899
260 182.10 274.2465
280 177.29 266.9998
300 172.61 259.9445
320 168.04 253.0757
340 163.60 246.3884
360 159.28 239.8778
380 155.07 233.5392
400 150.97 227.3681
420 146.99 221.3601
440 143.10 215.5108
460 139.32 209.8161
480 135.64 204.2719
500 132.05 198.8742
520 128.57 193.6191
540 125.17 188.5029
560 121.86 183.5218
580 118.64 178.6724
600 115.51 173.9512
620 112.45 169.3546
640 109.48 164.8796
660 106.59 160.5228
680 103.77 156.2811
700 101.03 152.1515
720 98.36 148.131

740 95.76 144.2168
760 93.23 140.406

780 90.77 136.6958
800 88.37 133.0838
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Table 2 Temperature

Temperature (°C) | Bulk material Carburised
dependent young’s modulus yield stress (MPa) | material yield
stress (MPa)

20 251.12 378.1845
40 244.48 368.1913
60 238.02 358.4622
80 231.73 348.9901
100 225.61 339.7683
120 219.65 330.7902
140 213.84 322.0493
160 208.19 313.5395
180 202.69 305.2544
200 197.34 297.1883
220 192.12 289.3354
240 187.05 281.6899
260 182.10 274.2465
280 177.29 266.9998
300 172.61 259.9445
320 168.04 253.0757
340 163.60 246.3884
360 159.28 239.8778
380 155.07 233.5392
400 150.97 227.3681
420 146.99 221.3601
440 143.10 215.5108
460 139.32 209.8161
480 135.64 204.2719
500 132.05 198.8742
520 128.57 193.6191
540 125.17 188.5029
560 121.86 183.5218
580 118.64 178.6724
600 115.51 173.9512
620 112.45 169.3546
640 109.48 164.8796
660 106.59 160.5228
680 103.77 156.2811
700 101.03 152.1515
720 98.36 148.131
740 95.76 144.2168
760 93.23 140.406
780 90.77 136.6958
800 88.37 133.0838
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Table 3 Temperature
dependent coefficient of
thermal expansion

M. Packham and D. Barbera

Temperature (°C)

Coefficient of thermal
expansion (1/°C)

20 15.42
40 15.72
60 16.02
80 16.32
100 16.62
120 16.92
140 17.21
160 17.51
180 17.81
200 18.11
220 18.42
240 18.72
260 19.02
280 19.32
300 19.62
320 19.92
340 20.22
360 20.53
380 20.83
400 21.13
420 21.43
440 21.74
460 22.04
480 22.34
500 22.65
520 22.95
540 23.25
560 23.56
580 23.86
600 24.17
620 24.47
640 24.78
660 25.08
680 25.39
700 25.70
720 26.00
740 26.31
760 26.61
780 26.92
800 27.23
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Table 4 Temperature
dependent thermal
conductivity

129

Temperature (°C)

Thermal conductivity

[W/(mm*C®)]
20 1.335E-02
40 1.368E-02
60 1.402E-02
80 1.435E-02
100 1.468E-02
120 1.501E-02
140 1.533E-02
160 1.566E-02
180 1.598E-02
200 1.630E-02
220 1.662E-02
240 1.694E-02
260 1.726E-02
280 1.757E-02
300 1.788E-02
320 1.820E-02
340 1.851E-02
360 1.881E-02
380 1.912E-02
400 1.942E-02
420 1.973E-02
440 2.003E-02
460 2.033E-02
480 2.063E-02
500 2.092E-02
520 2.122E-02
540 2.151E-02
560 2.180E-02
580 2.209E-02
600 2.238E-02
620 2.267E-02
640 2.295E-02
660 2.324E-02
680 2.352E-02
700 2.380E-02
720 2.408E-02
740 2.435E-02
760 2.463E-02
780 2.490E-02
800 2.517E-02
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Table 5 Norton law creep parameters for different temperatures and stress levels

550 °C A [MPa~'h~1] n
LS - -
HS (123 MPa) 6.64E-23 7.7039
600 °C A [MPa—'h~1] n
LS 2.67E-11 23
HS (98 MPa) 4.20E-22 75
650 °C A[MPa~'p—1 n
LS 1.05E-10 2.3
HS (76 MPa) 1.62E-20 7.5
700 °C A[MPa—!'p—1 n
LS 7.75E-10 2.3
HS (50 MPa) 2.58E-19 75
750 °C A [MPa~'n™1] n
LS 4.19E-09 23
HS (38 MPa) 7.17E-18 75
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Cohesive Zone Models—Theory, )
Numerics and Usage L
in High-Temperature Applications

to Describe Cracking and Delamination

Joachim Nordmann, Konstantin Naumenko and Holm Altenbach

Abstract This treatise deals with Cohesive Zone Models which were developed
around 1960 through Barenblatt and Dugdale. At first, we present an overview about
these models and the numerical treatment of these models in the sense of the Finite
Element Method. Further on, a rate-dependent Cohesive Zone Model is presented
and tested through a simulation of a Four-Point-Bend-Test with a metal compound.
The required material parameters are determined through numerical optimisation by
using a neural network which is explained, as well.

1 Introduction

In the past decades it was ascertained that metal alloys are not capable to sustain
complex loading collectives for a long time, like it is the case in combustion engines
or steam and gas turbines. In these units the parts are subjected to very complex and
high loadings, especially in the combustion chamber where thermal and mechanical
loads interact cyclic (TMF) and next to that corrosion, oxidation and wear occur
which reduce the strength of the material, constantly and finally the durability is
reduced. As a result of this used metal alloys are improved, permanent. But at the
same time the loadings increased, hence, the limits of the materials were reached
again and the durability did not increase much.

For further improvement the used alloys are coated to protect them against some
influences, for example a coating to increase the wear resistance or a coating to reduce
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the temperature influence on the alloy (thermal-barrier-coating). However, the design
process and the simulation of these components is more difficult and additionally it
is necessary to simulate the failure, now.

In this treatise we use the Cohesive Zone Model (CZM) to analyse and simulate
the failure behaviour of an aluminium specimen coated with iron aluminide which
is tested in a Four-Point-Bend-Test (4PBT) at 400 °C. At first, we present the the-
ory of CZMs and the Traction-Separation-Law (TSL) which describes the failure
behaviour. After this it follows the description how a novel rate-dependent TSL is
derived with the capability to simulate heat conduction through the interface. Sub-
sequently, it follows a section which explains how a CZM is treated in the Finite
Element Method (FEM). After all these explanations the simulation of the afore-
mentioned compound is presented. Required material parameters are determined
through numerical optimisation by using a neural network and the software tool
ABAQUS2MATLAB [1]. The simulation is performed until the coating fails and
starts to delaminate. To be able to simulate the cracking and the delamination the
model is equipped with cohesive zones. The failure of the coating is modelled with a
standard TSL and the delamination is modelled with the novel rate-dependent TSL.

We conclude with a summary and an outlook for future work.

2 Preliminaries and Notation

Throughout the whole text, the direct tensor notation is preferred. Scalars are symbol-
ised by italic letters (e.g. a), vectors by italic lowercase bold letters (e.g. a = a; e;),
second order tensors by italic uppercase bold letters (e.g. A = A, €, ® e,,), and
fourth order tensors by italic uppercase bold calligraphic letters (e.g. A = Ay €, ®
e, ® e, @ e,), where Einstein’s summation convention is applied. Considering a
Cartesian coordinate system and orthonormal bases, e.g. e; withi € {1, 2, 3}, basic
operations for tensors used in this paper are the scalar product of two vectors
a-b:a,-bje,--ejza,-b,-za OZGR,
the dyadic product
a®b:a,»bje,» ®ej=C,
the composition of a second and a first order tensor
Aa=ApaieQey-ei=A a0 ¢=d,

the composition of two second order tensors

A- B:Alm Be®ey- e, ®e0:A1m B, e ®80=D,
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the double scalar product between a fourth and a second order tensor

A: Bzqurs Brmep ®eq Ve Reste, e,
=A,ys Byre, de,=F

and the definition of a transposed second order tensor A
ATZAJ',' e; ®e]~ = A,’j € ®e;.

In the following equation, the Kronecker delta §;; is used to represent the second
order unit tensor

1=8,»jei®ej=e,-®e,- with (Sijz (1) E:i#‘;

Using the tensor notation, Latin indices run through the values 1, 2, and 3, while
Greek indices represent the normal and the two tangential directions of the local
coordinate system (n, t, t;). The vector valued nabla operator is defined as V=
e; 9/sx; at three dimensions. V - [ is the divergence, and V®ULI is the gradient of
a tensor. The transposed gradient is defined as 0 ®V = [V® [J]" where [J holds
for all first and second order tensors. An extended overview of tensor algebra and
analysis is given in basic textbooks on continuum mechanics featuring mathematical
propaedeutics, e.g. in Altenbach [2], Lai, Rubin and Krempl [3], Bertram [4] or
Lebedev, Cloud and Eremeyev [5].

In vector-matrix notation, vectors are denoted as upright lowercase sans serif bold
letters (e.g. displacement vector U= [u; u> u3]") and matrices as upright uppercase
sans serif bold letters (e.g. stiffness matrix K).

3 Basics of a Cohesive Zone Model and the
Traction-Separation-Law

This section is divided into two subsections. In the first one we give a brief overview
over CZMs, mention important works in this field and present the main assumptions
of these models. The second subsection is dedicated to the different types of TSLs
which can be used in a CZM and in which situation a specific law is applied.

3.1 The Cohesive Zone Model

A CZM is a phenomenological framework to model crack evolution and crack nucle-
ation in solid bodies. The advantages of CZMs are that the existence of a pre-crack,
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Fig. 1 Stress distribution at a crack in the sense of Dugdale (left) and Barenblatt (right) after [6]

like it is in classical fracture mechanics, is not necessary and that no stress singularity
at the crack tip occurs, any more.

All CZMs are based on the pioneering works of Barenblatt [7] and Dugdale [8].
Through the cracking of the solid new surfaces I'y and I'_ are created (see Fig. 1)
which are unconnected, stress-free and the behaviour of them depends only on local
quantities and not on global ones. This is the stress-free zone of a crack. The second
zone of a crack is the crack tip which is called process or cohesive zone in which
damage and fracture occurs. To avoid an infinite stress in this zone the stress is
prescribed through the introduction of a TSL. Further on, it is assumed that the crack
tip is small compared to the size of the crack (/ip < lerack)- Dugdale assumed that the
stress at the crack tip is the yield strength Ty and that this stress is constant (see Fig. 1,
left-hand side) to analyse the yielding of a steel sheet containing slits. In contrast to
that Barenblatt analysed crack evolution in a perfect brittle solid. A schematic stress
distribution in his sense is presented in Fig. 1 on the right-hand side.

State of the art is to formulate the traction acting in the cohesive zone as a function
of the distance between the surfaces I', and I'_ (separation). However, Barenblatt
formulated his TSL as a function of the distance x from the end of the crack to the
end of the cohesive zone.

After introducing this theory to the scientific community nearly two decades
nothing happened on this field because the effort to solve the arising problem was
too high. But with the advance of the numerical solution techniques, especially the
Finite Element Method (FEM), it got possible to solve the arising systems of partial
differential equations what led to a big interest in CZMs to describe cracking and
crack evolution in a solid. The CZM is added to a FE mesh by introducing cohesive
or interface elements. From this follows that it is necessary to know the crack path.
This is one disadvantage of CZMs. Further disadvantages are that a length scale is
added to the model [9] and that the stress starts to oscillate. But this is the topic of
Sect. 4, next to the destabilisation of the Newton—Raphson procedure due to a strong
softening behaviour.

From our knowledge one of the first users of this theory was Hillerborg [10] in
1976 to describe failure of concrete.
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3.2 The Traction-Separation-Law

The TSL is the key part of every CZM, therefore, we dedicate one section to this
topic. The TSL has a strong influence on how the crack will open and how the crack
will propagate. Next to that the choice of TSL depends on the failure mechanism
(e.g. brittle or ductile), the opening mode (Mode I, II, III), the material of which
the solid is made and to which problem the TSL is applied. Further on, the crack
propagation could depend on the crack opening velocity or it could exist a coupling
between the different opening modes. All these information can have an influence
on the crack growth and have to be considered when the TSL is formulated. That is
the reason why a lot of different TSLs were formulated from researchers to analyse
their specific problems. Here, we can only present an overview of frequently used
TSLs. They are shown in Fig. 2 for pure Mode I opening.

Brittle cracking can be modelled with simple linear TSLs which were presented
and used by Hillerborg or BaZant to model cracking of concrete for example (Fig. 2
top, left and bottom, left). These TSLs have no elastic range because for brittle failure
it can be assumed that any inelastic deformation is material separation [6], but the
introduction of a small elastic zone is useful for the numerical treatment.

In contrast to that smooth TSLs with an elastic range are used to describe ductile
failure mechanisms. Some examples for these TSLs are presented in the diagrams

q T T T ;;1 T T T ;: T T T
& = [y
= = | 1 =
[al) ol [al
= = 1 2
1 1 1
0 0 &n [mm] 8max 0
a T T T =1 T T T = T T T
&>§ &&. E?:
[al) [al) [al
1 1 1 1 1 1 1 1 1
0 &n [mm] 8max 0 &n [mm] 8max 0 &n [mm] 8max

Fig.2 Types of TSLs fore Mode I opening after: Bazant [11] (top, left); Needleman [12, 13] blue—
exponential TSL, red—polynomial TSL (top, centre); Scheider [14] (top, right); Hillerborg [10]
(bottom, left); Tveergard and Hutchinson [15] (bottom, centre); ABAQUS [16] blue—Ilinear soft-
ening, red—exponential softening (bottom, right)
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in Fig.2 top, centre and right position and in Fig.2 bottom, centre position. The
bottom, right diagram in Fig.2 presents schematically the two possible shapes of
TSLs which are implemented in the commercial software tool ABAQUS. Both TSLs
can be adjusted in that way that it gets possible to model brittle or ductile failure.
However, application of these TSLs is limited because of their simplicity.

All presented TSLs have in common that they are characterised through two
parameters because all other usually depend or are formulated with a dependence on
them. The area below the TSL is the cohesive energy which is the work needed to
create a unit area of fracture surface. It is calculated as

gmmx
G = / T, dg, )
0

In reality not only Mode I cracking occurs, especially not without another mode
and in general the modes influence each other. To consider this in the TSL descrip-
tion a mix-mode behaviour is introduced. This is done by introducing and effective
separation which is a combination of normal and tangential separation and finally
the TSL is formulated with the effective separation.

Next to that it is necessary to guarantee that the TSL fulfils thermodynamic restric-
tions. To ensure this it is state of the art to derive the traction formulation from a
potential (see [17]), similar to the procedure in standard continuum mechanics.
Hence, the TSL is usually prescribed (e.g. [18, 19]) and then the global behaviour is
analysed, of course the inverse way is possible (see e.g. [20]) but then it is difficult
to fulfil thermodynamics, therefore, it is uncommon.

If someone wants to model unloading of the TSL, respectively the cohesive zone, it
is important to add a contact formulation to the TSL and maybe a friction formulation
for the tangential direction when required. For more detailed informations concerning
TSLs and for what problems they are used we refer to the book of Schwalbe [6] or
the reviews of Needleman [9] and Chandra [21].

4 Development of the Novel Traction-Separation-Law
for High-Temperature Applications

4.1 Equations of Balance for an Arbitrary Body with a Thin
Interface

Figure 3 shows an arbitrary body €2 which is homogeneous and isotopic with constant
density p and constant volume V in reference and current configuration which is
separated by an interface I" into two parts 2. and €2_. Hence, interface is split into
', and I'_, as well as the boundary of the body d€2 where the body is subjected to a
load #3q. At the beginning of separation the surfaces I'y and I'_ are in contact. But
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Reference configuration Current configuration TSL
0 )

&n

Fig. 3 Arbitrary body with a thin (zero thickness) interface in the Euclidian space IE3 in reference
and current configuration subjected to a mechanical load and a TSL for pure Mode I opening
(Ty-traction in normal direction, g,-separation in normal direction)

evolving separation leads to failure of this connection and as result a crack starts to
propagate along the interface I'. The connection between the interface surfaces I';
and I'_ is described by a TSL. One feasible shape of a TSL is presented in Fig.3
for pure Mode I opening. This TSL is applied to every point P which is placed on
the interface to describe crack propagation. In Fig. 4 the vectors are presented which
act on upper and lower surface of the interface when the body 2 is subjected to a
mechanical load and a temperature field. Next to that, Fig. 4 presents the resulting
vectors which act on the midsurface of the interface. This midsurface is introduced to
simplify resulting equations to describe the body. Here, we just give a brief overview
how the basic equations are derived and refer the interested reader to Naumenko and
Altenbach [22], Fagerstrom and Larsson [23] and others for further informations.
All equations are derived in the context of large deformations and with respect to
the current configuration. First equation which must be valid for the body is the
balance of linear momentum. The equation is derived by neglecting inertia effects
(quasi-static) and body forces. It follows

/tagda—l—/uda—i-/t,da:o 2)
aQ r, r_

The vectors ¢ and £_ are the tractions acting on the deformed interface surfaces
(see Fig.4). With the force equilibrium for the interface tractions

/t+da+/t_da=o,
r. r

Cauchy’s theorem and Gauss’ divergence theorem, it results the common formulation
for the balance of linear momentum in the global form for the whole deformed body
Q
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R

Zoom

Fig. 4 Definition of the vectors acting on the interface (Cohesive Zone) when the arbitrary body
2 is subjected to mechanical and thermal boundary conditions

/T-Vdv:o 3)

Q

The second equation is the balance of angular momentum which for a Cauchy con-
tinuum leads to the restriction that the stress tensor T is symmetric

T=T" (4)

The first law of thermodynamics or balance of energy is the third equation which
is necessary for the formulation of an interface constitutive model. First law of
thermodynamics states that the rate of kinetic Ekin and internal energy Eim is equal
the mechanical Ppen and non-mechanical power Py, supplied to a body

Ekin + Eint = Pmech + Pnon . (5)

Whereby, kinetic energy of the body 2 is zero because only quasi-static processes
are considered. The internal energy is assumed to be the sum of a bulk (index “b”)
and an interface part (index “1”) with the specific internal energy e, see [23] as well

Ein = /peb dv+/ei da (6)

Q r

Additionally, the split into a bulk and an interface part is used for the mechanical
and non-mechanical power but without a heat source r for the interface. The vector
q,, in the non-mechanical power represents the heat vector of the bulk material
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Pmechsz:de +/ti-gida
Q r
Poon = /(pr_v’qb) dv _/Qida 7
Q r
qgi = ni-¢q;

In these equations ¢;, g; and n; are the natural traction, heat and normal vector of
the interface which act on the midsurface (see Fig.4) and D represents the work-
conjugate strain rate tensor corresponding to the Cauchy stress tensor 7'. Separation
vector is defined as

gi=uy —u_
and heat vector as

9 =9+ —q-

After inserting internal energy, mechanical and non-mechanical power into Eq. (5)
and rearrange the terms, final form is derived with one contribution for the bulk
material and another one for the interface.

/(péb—T:D—pr—i—V-qb) dv—l—/(éi—ti-gi—i—qi) da=0 ()
Q r

bulk interface

The last equation required is the second law of thermodynamics or entropy
inequality. This inequality states that entropy production of a process is non-negative.
It follows

0 < ',7—‘]9—" with
i 9
%:/pgdv—fnag-qg—bda— %da ®
Q aQ r

In this equation H, is the entropy and n is the entropy flux. Required interface

temperature is determined through the heat conduction equation for the interface
which is determined in the subsequent section.

The entropy is divided into a bulk and an interface part, similar as it is done for
the internal energy, with n as the specific entropy

H,,:/pnbdv+/nida
Q r

By using Gauss’ divergence theorem, the final form is obtained which is divided into
a bulk and an interface part, as well



140 J. Nordmann et al.

/[mb—pgw-(%)] dv+/[ﬁi+%] da >0 (10)
Q r

bulk interface

Bulk and interface part of derived balance equations are used independently to
develop constitutive models of bulk material and interface.

4.2 The Novel Traction-Separation-Law

The basic equations of continuum mechanics for an arbitrary body with an interface
were presented in the foregoing section. Now, the deductive development of the TSL
begins. Therefore, only interface parts of derived equations are considered. As a first
step, Helmholtz free energy [24] for the interface is introduced

Yi =e —0n (11

The time derivative of this variable yields
Vi = é — O — O (12)

Combining balance of energy and entropy inequality as well as replacing specific
internal energy by Helmholtz free energy yields the global form of Clausius [25],
Duhem [26] inequality

/ti-gi — (s + mif) da >0 (13)
I

for the interface. The name of Eq.(13) was introduced by Truesdell [27, 28]. This
equation is valid for the whole interface. Hence, it can be localised

ti- g — (Vi +mb) =0 (14)

The Clausius—Duhem inequality must be fulfilled for any arbitrary process, hence,
this equation is the origin of a thermodynamic consistent constitutive model. At first,
the separation is additive decomposed into an elastic and an inelastic part

gi:ge]+gin (15)

This is done to account for a viscous behaviour of the interface because the bulk
material shows a strong creep behaviour which influences the cohesive zone, too. In
general, the overall rate dependence can arise as a consequence of rate dependence
of the bulk material’s behaviour, of the interface response itself, or of both [29].
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Next to that the experiment shows a relaxation behaviour during the delamination
process (see Fig. 10) which is captured by the inelastic part. Further on, the additive
decomposition is valid although large deformations are considered because metals are
investigated and hence the strains keep small. Large deformations are only considered
to capture the effects of large rotations.

The free energy depends on the temperature 6, an isotropic damage variable d
and the elastic separation g

vi=f (8. d.0) (16)

Next to that split of separation into elastic and inelastic part acts like a viscous
regularisation (see [30, 31]) for the numerical solution scheme, later on.

Only one isotropic damage variable is introduced which captures the effects of
creep as well as fatigue damage. This has the advantage that no further equation is
necessary to describe the interaction between creep and fatigue damage, which is the
case when independent damage variables for these two damage types are defined.

By applying the chain rule, the time derivative of Helmholtz free energy follows

as
P 0 31/f1 i
WL =0 17
4 PRL +o 4t (17)
Inserting Eq.(17) into Clausius—Duhem inequality while considering the additive
split of separation at the same time and rearrange terms leads to

8@&1 . Iﬂl . . 81//1 .
t, — . —|\n+—)0+ti-g,— —d=0 18
< 3ge1) gl <n+ ae) +ti & od (13)

This equation must be fulfilled for any process, thus, it follows directly the relation
for traction and specific entropy

8 .
t = %, (19)
agel
KA
- 20
ni 39 (20)

These results follow from the rate independence of Eq. (16). For further informations
we refer to [22]. It remains the dissipation inequality

. 8 i
g+ Yed > 0, Yp=— 0 @n
ad
which is used to develop evolution equations for the inelastic separation and the
damage, later on. For specification of free energy this one is split into a mechanical
and a pure thermal part

1//1 — 1'himech 4 1l[itherm (22)
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The mechanical part of Helmholtz free energy is specified first. This part is formu-
lated as a quadratic function of elastic separation in combination with a degradation
function fy4 which is introduced with the effective stress concept [32]

1
Y = S fa@ga Crsoga with fuld) = (1=d)  (23)

Dependence of degradation function fy4 to parameter p leads to a finite value for the
thermodynamic driving force when p > 1 and d = 1 [33].

Thermal part is specified in such a way that heat capacity A; is a linear function
of the temperature (A; = Cy10 + C,2). This is done due to the fact that for metals
thermal material parameters (heat capacity, thermal expansion, density, etc.) depend
linearly on the temperature in the range from room to near melting temperature,
approximately [34, 35]. By integrating this function with the relation

%Y
062

A=—0

one gets following thermal part of Helmholtz free energy

C 4
1//itherm = Cyy (6 — 6y) — % (92 + 93) + C,106p — Cy2601n (9 ) 24)
0

Herein, 6 is the reference temperature. The last part of the interface model are
the evolution equations for the inelastic separation and the damage. To derive these
Eq. (21), the dissipation inequality is used because this equation must be fulfilled at
every time. For inelastic separation a power-law type is defined with extension to
damage [36, 37], hence, secondary and tertiary stages of inelastic separation can be
described

. a 1611 & )
= — | | — if t;| > T, 25
8in (l—d)N] |:T():| |ti| | 1| y ( )

Therein, evolution of inelastic separation starts when traction ¢; is bigger as the
threshold 7y. This equation fulfils Eq. (21) because the term ¢; - g;, is always positive
or zero with this evolution equation.

Damage evolution equation follows from dissipation inequality after introducing
the damage driving force or elastic energy release rate Y and assume that the damage
rate is always positive (d > 0), hence, healing effects of the material are excluded.
Next to that damage can only evolve from O to 1

o g+ Yed 20, Y=o (26)

A suitable damage evolution equation which fulfils this inequality is

d=(1—-d)" (%) 2’:%} 27)
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This form is similar to an evolution equation used by Bouvard [19]. Damage evolves
when the normal separation is positive (no contact), material is under loading, elastic
energy release rate is bigger as the threshold Yg( and an inelastic evolution takes place

gq-ni >0, Yg > Yo, Ye >0, g #0
With Egs. (25) and (27) each term of the dissipation inequality is fulfilled at every

time, thus, the complete dissipation inequality is fulfilled, as well. Finally, we present
the complete set of equations in a close form.

ti = (1 _d)]? CTSL' gel ) (28)
8 = 8i — 8in> (29)
) a 111" &

e R iy 30
fn = =™ [To} il 0)
Yg = g(l_d)p_]ge]'CTSL°gelv (31)
i Y\ | g
d =0—-d" (=X @ (32)

So/  &dim
0 9 mech
ni = Cyzln <%> + Cy1 (0 — 6p) — ]%9 ) (33)
aZwmech
M =Cyb+Cpp—0 aéz (34)

4.3 Heat Transfer Through an Arbitrary Body with a Thin
Interface

The heat conduction equation follows from Eq. (8)
/péb—T:D—prdv—/qbda—l—/éi—ti-gi—i—qida:O (35)
Q aQ r

Up next, Helmholtz free energy [24] for the arbitrary body is introduced. It is assumed
that the free energy is additively composed of a bulk and an interface portion

U=y + i (36)

Further on, the bulk portion is a function of temperature and the elastic part of
Almansi strain tensor

Vo = f (EX.9)
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and the interface portion is a function of temperature, elastic separation and a scalar
damage variable

Wi = f (gelv d, 9)

The relations between internal energy, free energy, temperature and entropy are

er = Y — Mt
e =Y —nib

From Clausius—Duhem inequality the following relations for the bulk and interface
portion are derived

Y 0V Vi
i = , n=——, BE=——
g 30 ad
Iy AN
T = —_—, e
PoE] ="

With these relations, the time derivative of the internal energy and the time deriva-
tive of the entropy it follows the heat conduction equation for a fully coupled thermo-
mechanical problem

/ Apd 98T-D+ eaT T|:Djd / d
PAp or 29 29 : Dy, dv qv da
Q a0
37
+/x9’+ PN L1 O PLCL PN B S o
i qi 90 8 90 E 90 i 8in da =
r
Wherein, the external and internal work of the bulk material are
W, =6 o D Woint = | 0 or T|:D
b,ext — 90 . b,int — 90 . in
and the external and internal work of the interface are
Wiow =020 4 Wi = (0228 _ v li+ 028 _ 1] &
iext — 30 gi i,int — 89 E 89 1 gin
Heat flux g, is determined after the common procedure
qv = — N30 qy (38)

The negative sign ensures that a heat flux pointing into the body increases the internal
energy and not vice versa. The heat flux vector ¢, is determined after Fourier’s
law [38]
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g, = —kp (V) (39
With these considerations and Gauss divergence theorem it follows from Eq. (37)

/‘p)“bé — V- (VO) — pr — Wo.ext + Wh,int dv
Q

+ / 20 + ¢ — Wiext + Wi da = 0
r

(40)

Coming to the end it is necessary to determine the heat flux through the interface
gi, as well. This flux is based on heat conduction and the temperature difference of the
two interface surfaces and makes it possible to simulate a discrete temperature jump in
the interface which occurs because of cracking and crack propagation (delamination),
respectively.

4 =4+ +q- = —ni-q; = «i(d) (01 —0_) (41)

Due to damage evolution the heat conductivity of the interface changes. This is
considered through the dependence of heat conductivity «; on the damage variable.
Thus, when damage starts to evolve heat conductivity begins to change from the
value of the bulk material in direction of the value of air. This value is reached when
the CZM fails

Kki(d) = dicyir + (1 — d) Ky 42)

The fluxes of the interface surfaces are

g+ = —ni-q, =k 0 —0;)
g-= ni-q_=k0-—0)

It follows the final form of heat conduction equation by replacing the interface
heat flux in Eq. (40) with Eq. (41) and neglecting internal heat supply.

/ Pt — koV + (VO) — Whexe + Wouine dv
Q

+ / 26 + ki (d) (0 — 0_) — Wiext + Wiine da = 0
r

(43)
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5 Numerics of Cohesive Zone Models and the Novel
Traction-Separation-Law

This section is about how CZMs are treated numerically and how they are imple-
mented in a Finite Element (FE) model.

5.1 Deriving Basic FEM Equations

The starting point to derive the FE formulation is to formulate the balance of linear
momentum of the body €2 (see Fig. 1) without an interface as a global equation, add
Cauchy’s relation and multiply this equation with the test function du. All equations
are written for the current configuration. In contrast to Sect. 4 the acceleration of the
body is considered for the beginning. For detailed informations about the procedure
we refer to Holzapfel [39], Wriggers [40] and Allix and Corigliano [41].

/5u-<pii—T-V)dv—}-/(Su-(T-naQ—taQ)da:O (44)
Q Q2

In the next step the interface is introduced through the split of Eq. (44) into two parts
and add the variation of interface tractions to the balance of linear momentum. One
part reads

/5u-<pu'—T-V> dv + / 8u-<T~naQ—tm) da+/8u+-t+da=0
Q. Q. r.

and the other one
/8u-<pii—T-V) dv + f 8u-<T-nag—t39) da+/8u_-t_ da =0
Q_ 092 r_

Combine these two equations, introduce a displacement jump, use the equilibrium
of interface forces and neglect inertia effects yields

/8u-(T-naQ) da—/Su-(T-V) dv

Q2 Q
—/Su-tmda—l—/(8u+—8u,)-t+da=0
Q2 r

The final form of the variation of balance of linear momentum is achieved through
the transformation of the second integrand with the product rule for the divergence,
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Gauss’ divergence theorem and a pull-back from the current into the reference con-
figuration. Next to that is the interface traction vector replaced by the traction vector
of the interface midsurface.

/(SEG:TZPKdV+/.(Sgi'tida= /8u'tagzda (45)
Q r IQ

§W, W,

SWine S Wext

In Eq.(45) Eg represents the Green—Lagrange strain tensor and 7T ,pk the second
Piola—Kirchhoff stress tensor. The pull-back is not performed on the other two inte-
grands, thus, Eq. (45) corresponds to the formulation which is used in the commercial
FE software package ABAQUS [16]. In Eq. (45) it is necessary to reformulate the
internal work of the interface, thus, this term is a variation of the displacement vector
and not the separation vector. This yields

8 .
5W1=/5u-ﬁ-ti da (46)
u
r

Generally, a zero-thickness cohesive element is formulated without the ability to
model heat conduction. We overcome this problem. In Sect. 4.3 the equation of heat
conduction for a body with an interface is derived. We start with Eqgs. (37)—(39) and
perform the variation

/86 [p)»bé —pr — Whext + Wb,im] dv — / 80qy da
Q aQ

=+ / 80 [)\ié +qi — Wi,ext + Wi,int] da
r

+/39[f1b+n39°‘1b]da =0
FXo)

Internal heat production is neglected and with the product rule of divergence it follows

[ 3000346 = Was+ Wasa] + k0 (V0) - (V50 v

Q
o 47)
+ / 59[lié + gi — Wiext + Wijne| da = /59% da
T PYoy

S H; & Hext
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The short form of Eq. (47) is

8Hint = (SHb + aHI = 5Hext

5.2 Discretisation of the Variational Statements
of the Interface

In a cohesive element all quantities are referred to a midsurface (see Fig.2), to
determine the position of this midsurface in the current configuration the average
position of the positive (I") and the negative (I'_) surface is calculated

x= % (xy+x_) (48)

From Eq. (48) the local coordinate system (ey,, e,, €,) of the cohesive element is
determined. At first, the two tangential directions of the midsurface are determined
through the calculation of the derivatives of the midsurface with respect to the curvi-
linear coordinates ¢; and &

ox ox

7=, 5=
' o IS

With the cross product between these two vectors the normal vector z3 is determined
23 =21 X 2

In a general curvilinear coordinate system the two tangential vectors z; and z; must
not be perpendicular to each other, to overcome this a new tangential vector 2z, is
determined

2 =23 X721

Finally, this set of vectors is normalised to form the base of the local coordinate

system
Lo

1Ze |

vV aefl,?2,3} (49)

(2%

The area of the midsurface in the current configuration is determined as the norm of
the normal vector
da = |z3]dg1ds, (50)

TSLs for a cohesive element are formulated in the local coordinate system because
of this fact it is necessary to transform all global quantities of the problem into the
local coordinate system. This is done by a orthogonal rotation tensor which is defined
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as follows for one node.

R = (4] (5])

The continues variables displacement, node coordinates and temperature are approx-
imated by discrete nodal values through the use of shape functions, which order
depends on the choice of element type. Therefore, we do this in general and do not
specify the sizes

u ~~ u = N-u°,
Su ~ Su = N-8u°,
x ~ X = N-.x°%,
xXg &~ X = N-xg, (52)
6 ~ 6 = N-6°
80 ~ 860 = N-.86°

The upper index (-)° at the vectors u, x and 6 is introduced to denote this variable
as a discrete element variable and tilde over a variable (-) denotes the approximated
variable of the problem.

Up next, it is necessary to approximate the separation vector g;. At first, the global
displacement vector is rotated from the global into the local coordinate system with
a rotation tensor Q. This rotation tensor depends on R. Further on, a separation-
displacement-relation tensor L, is introduced which subtract the displacement val-
ues of nodes which are placed on opposite surfaces. It follows the approximated
separation vector as

gizNu‘Lu'Q°ue:ZIin'uev Ziin = Ny-Ly- Q (53)
The differentiation with respect to the displacement vector from Eq. (53) yields

0% : 00
ﬁ=Z=Z“n+an-u + Zni=Nu+ Ly- ou®

(54)

The second term is usually neglected but we want to present the full formulation of
the principle of virtual work for a cohesive element. The approximated midsurface
is determined through the introduction of a second relation tensor M,,. It yields

3= %Nu' M,- (x§+u®) =X, (x{+u°) with X, = %Nu- M, (55

The derivatives of Eq. (55) with respect to the natural element coordinates (£, &)
lead to the approximated tangential vectors for the local coordinate system
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21=§—;=%Bl°Mu-(x8+ue), Bl=%—];,:
- (56)
£ = g—; = 3By My (v +u) . Bo= 881;2
and the cross product leads to the approximated normal vector
=71 %x2; (57)

Again, to ensure that all vectors are perpendicular to each other the second tangential
vector is redetermined

22 =23 X2

Now, all quantities are approximated, thus, Eq. (46) yields

SW; = Sue-/ZT- t1Z3| d&1dg = sut-rf, (58)

r

The discretisation of § H; from Eq. (47) leads to the thermal part for the interface

e at;
8Hi=80e-/XeT-[)»iN9-0 +K1N9'L9'0E—X9'0e|:a—91'gii|
0YE at; . . . - 59)
Xq:0°| — +—-g,. | —Yed —t;- & dé&;d
+ Xq |: 90 + 90 gm:| E gm] |Z3| El E2

1
=50°. rie with Xy = ENQ' My

Equations (58) and (59) are arranged in a global residual vector for the interface
which is varied with the global degrees of freedom (DOF) vector.

8P =8p°-rs (60)

This is the starting point to derive the stiffness tensor of the interface K; for the
thermo-mechanical problem which is explained in detail in the subsequent section.

5.3 Deriving the Cohesive Element Stiffness Matrix

The stiffness tensor of the cohesive element is one part of the varied global residual
vector r of the whole problem with respect to the global DOF vector

SP=48p°-r°
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The global residual vector is additively composed of a bulk and an interface portion.
This residual vector follows from the statement that the global test function (§ p°©) is
arbitrary and non-zero, hence, the residual vector should be zero

e _ e e __
r‘F=ri+ri=o

The derivation of the interface residual vector is explained in the foregoing sections
and for the bulk portion we skip this derivation because later on for this portion a
standard ABAQUS model is used. However, the residual vector of the bulk portion
consists of a displacement and a temperature part, as well. The solution is obtained
by performing the linearisation of the residual vector what leads to

- ory or{
FFrre+ (Ky+K5)-Ap° =0, Kj= , Kf=— (61)
——— ape Bpe

P

with K7 as the stiffness tensor of the interface, K7 as the stiffness tensor of the bulk
material and K° as the stiffness tensor of the whole problem. The global stiffness
tensor consists of four sub-parts and consequently the bulk and interface stiffness
tensors, as well. The structure of the global stiffness tensor is

K¢ = |:K§,uu E,u9:| + |:Kie,uu Kie,u6:|
Kg,eu Kﬁ,ee Kie,eu Kie,ee
To simplify this highly non-linear problem it is assumed that the coupling between
the mechanical and thermal problem is weak, hence, all sub-tensors are zero

e __ e _ K¢ _ K¢ _
Kb,u9 - Kb,eu - Ki,ue - Ki,eu =0

K; 0 K¢ 0
K& = |: b,uu ) j| + |: i,uu . ]
0 Kb,ee 0 Ki,ee

Now, it is usually possibly to solve the mechanical and thermal problem separately.
Here, this is not the case because damage evolution in the interface influences the heat
conduction through the interface. Thus, the problems must be solved and integrated
in time together.

At last, for finite element implementation it is necessary to determine the sub-
tensors K7, and K? g which represent the derivatives of the displacement and
thermal part of the interface residual vector with respect to the displacement and
temperature DOF, respectively. We begin with the displacement part. This stiffness
tensor is very complex because all quantities inside the integral depend on the dis-
placement vector. Only the second derivative of the rotation tensor Q with respect
to the displacement vector is neglected because this tensor depends linearly on the

It remains
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displacement vector

ors, B .
t = [22) nml+ 270 2l 4 2

i,uu Jue

a |23l
ou®

2
I
I

dédé;
r

The variable C; represents the material tangent stiffness tensor of the cohesive

element and is defined as o¢

Ci=_—
0g;

The assumption that the separation is small leads to the common formulation of the
stiffness tensor for a cohesive element

Ky, = / Z! . Ci+ Zyy |73 d£1dE, (62)
T

and the residual vector
iy =/Zﬁn- ti|z3| d&dé (63)
r

which are used in commercial FE software (ABAQUS, ANSYS, ...), as well. The
thermal part follows from Eq. (59). But before, we neglect internal and external work
contributions and introduce a heat capacity tensor C, and a heat conduction tensor
C\. With this Eq. (59) is rearranged to

SH, = aoe-/[cx-ée +C,- oe] 73] dgyde, = 56°- 1%,
r (64)

C,=1X, - Xy, C.=xX, Ny Ly
With the approximation of the temperature rate vector by the backward Euler

scheme it follows the thermal part for the interface stiffness tensor with the time
increment At

ors aC;. . 1 0C, -
K= ¢ = f[ qge 0 Ot 0t CK} 231 d&1d,

The influence of the temperature derivatives of heat capacity and heat conduction
tensor are usually benign and are neglected due to this fact [42]. It results the final
form

1 .
Ko = /[Ecx + CK:| 1Z3] d&1d& (65)
T
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Fig. 5 2D linear cohesive element with global and local quantities after [43]; and position of
integration points for Newton—Cotes integration

with the corresponding residual vector

o= / (€0 6°+ € 6] 173] asrae: (66)
r

5.4 2D Cohesive Element Formulation

In this section we present the formulation of a 2D cohesive element with four nodes.
All equations are written down in a vector-matrix notation. The element is then
used in the simulation which is presented in Sect.5. Further on, we introduce the
abbreviation NN for number of nodes.

At first, a node numbering scheme is required. We use the scheme of ABAQUS,
hence, we number the corner nodes first and then the middle nodes, if they exist.
The numbering begins in the lower left corner and ends in the upper left corner
rotating counter clockwise. Every node has three DOF, two displacement DOF and
one temperature DOF'. This results in a number of twelve DOF for the four node
element in the fully coupled thermo-mechanical case. The arranging of the vectors
and matrices can be seen in the Appendix and the element is presented in Fig. 5.

In the three-dimensional case the cohesive zone is represented by a zero-thickness
surface which reduces in the two-dimensional case to a line. Hence, it remains only
the element coordinate &; and the stiffness matrix of the displacement part follows
as

1,uu

1
Kiw = [ Z CoeZun[f:] d. Zi =No-L,-Q 67
5

and the residual vector to
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1
5, = bf Z! -t |23 dg (68)
—1
with the element width 4. The thermal part gives the following stiffness matrix

1
1 -
Koo = bf[ECx + CK] |25 dé (69)
|

1
C)Lz).ixg-Xe, CKZKiX;r-Ne-Le, XQZENQ‘MQ

with the residual vector

1
Iy = b/[cx-(f +C,- ee] |z5| dé& (70)
1

5.5 Algorithm to Solve the Novel Traction-Separation-Law

The solution of the TSL is obtained by applying the backward Euler scheme to the
equations and obtain the solution through a Newton—Raphson procedure. At first,
it is assumed that the influence of the derivatives with respect to the temperature is
slight and can by neglected. With this the equations simplify to

tt =0 —-d)’Crs- 9y, (71)
gel = gi - gin ) (72)
. a |ti|]N2 t
= T | | &7 73
% = TN ['n) it 7
Yg = g (1—d)”'gy-CrsL- Ga (74)
. Y 52 "
d = (1—d)" (—E> @, (75)
So/  &dim
A= Cub +Cp (76)

in vector-matrix form. Up next, the backward Euler scheme is applied to discretise
the equations and then we arrange these equations in a residual vector. For a more
compact notation we introduce the following abbreviations and normalise the sepa-
ration g; with the parameter gq4i, = 1 mm and get a strain e; which has the magnitude
of the separation (see e.g. [16]).
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t 1"
cp = At N(]l |:| ’J+l|j| ,
(1=dj1)" It 1] gaim L To

. Y . 52
= (1 —dj-H)A |: E§)+li|

Ci =€ j+1 —€injt1,
Co =@€in j+1 —Cinj,

(N2 — 1) T
C,=1+ mti'j-H 'ti,j+1

Notice that through the matrix C; a coupling between normal and tangential
separation occurs, hence, mix-mode occurs when N, > 1. It is a result of the creep
behaviour. This coupling can be avoided by assume that the interface behaves linear
visco-elastic (N, = 1), see [44]. Additionally, from this follows that the constitutive
matrix of the cohesive zone Crgy. (see Appendix) has a diagonal structure only for
the beginning, so long no inelastic separation occurs. The traction part of the residual
vector 18

1 _
r=———Cr-tiy—e,n+e,+at, =0 77)
(1 =dj)
and the damage part yields
rd=d‘,-+1 —dj—6‘2|32|=0 (78)

These parts form the residual vector rrsp. which is linearised

ar
Frs. ~ Prg + 8% CAYS =g+ AY L =0 (79)

Jj+l1

and the resulting system of equations is solved by applying the common Newton—
Raphson procedure with iteration index k

-
AV’;H =- I:J,];-H] P (80)

Followed is this by the update of the unknown vector Yy for the next iteration until
the residual reaches a user specified tolerance

yljﬂ = y];‘+1 + AVI;'H (81)

The Jacobian matrix consists of four sub-matrices which are
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ar, 1 1
Ji = = C +c,C;
ati,j-}—l (1 —dj+1)p TSL

ary p 1 C1
Jio = = Croo + 71| tin
0djs1 [(1 —dp)" T (1= dj) "

-1
ar. ps2So (1—d;j1)"" el 1
oy = ,d =162 |: ( 9 ¢/ -Crs. — —¢, |- C

ot 1 YE i1 |Ca|
and
J drq cilea] |:61N1 o7
n=——"==1-—-— L SN
ad 41 (1—dj) Lleaf? 2

) -1
+s1p(1—djs1)" ¢/ - CrsL [pTCl + ClNlti,j+1:| }
which are aligned as followed
g Jindn
j+1 =
o1 Jo

After the successful solution the inelastic separation and the elastic energy release
rate for the next time increment are recalculated

€in,j+1 = €in,j + C1ti j 11 (82)
p -1
Y j11 = ) (1—djt1)" e/ -CrsL- € (83)

Because of this implementation of the TSL the material tangent stiffness matrix
for the element stiffness matrix follows from the inversion of J; (see [40] for more
details)

Ci=J;/ (84)

5.6 Numerical Problems Arising Through the Use
of Cohesive Elements

The simulation of crack propagation along a predefined path by using cohesive
elements leads to two main problems. First, the numerical solution scheme gets
unstable due to strain localisation resulting from a softening behaviour [30, 45]
and second, spurious traction oscillations occur orthogonal to the crack propagation
direction because of a high cohesive zone stiffness [46—49].



Cohesive Zone Models—Theory, Numerics and Usage in High-Temperature ... 157

At first, we comment on the unstable solution scheme and then the latter problem.
To stabilise the solution scheme, which is usually the Newton—Raphson procedure,
an additional damping term is added to the quasi-static residual vector. This addi-
tional term consumes the released energy due to crack propagation and leads to a
finite separation between the interface surfaces. This is called viscous regularisa-
tion and is common for many unstable analysis [30, 50]. The problem with viscous
regularisation is that the user has to make an initial guess for the damping factor
because, if the damping factor is too high no deformation will take place because
all energy is consumed. In contrast to that, if the damping factor is too low the pro-
cedure will not converge. Hence, to find a proper damping factor a trial and error
procedure is applied. Another possibility is to use other solution schemes like the
Riks method. But other numerical solutions scheme suffer from the problem that
they do not converge quadratically and are more complex, as the Newton—Raphson
procedure, which leads in the end to higher calculation times. The user has to decide,
if it is worth it to use another solution scheme, or start a trial and error procedure to
find a suitable damping factor.

Now, the latter mentioned problem is discussed, the spurious traction oscillations.
Many author mentioned and investigated these oscillations and found out that these
oscillations result from the high stiffness of the cohesive zone which is necessary to
ensure that the cohesive zone is not present in the virgin body until the crack starts to
propagate. The occurrence of these oscillations can be influenced by the numerical
integration scheme for the element stiffness matrix. Usually, full Gauss integration
is used to evaluate the stiffness matrix, which results in a stiffness matrix with the
following structure in the local coordinate system for a four node plane element with
two displacement DOF

2C, C, —C; —2C;
1| ¢ 2c -20 —c
T3 _C —2C; 2C G

~2C; -C; C; 2C;

Hence, this matrix is fully coupled. In contrast to that it results following stiffness
matrix by using Newton—Cotes integration

C. 0 0-C;
0 C-C o0

I(?uu =
’ 0-C, C, 0
-C;, 0 0 C

1

The difference in these two schemes is that, through the use of Newton—Cotes
integration for the element, only nodes placed at opposite sides influences each other
and hence, the oscillations are reduced. By using Gauss integration all nodes of the
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element influences each other. Therefore, it is recommended to use Newton—Cotes
integration for cohesive elements.

6 Application of the Cohesive Zone Model to Describe
Cracking and Delamination of a Coating
at High-Temperature

In this section we demonstrate the application of cohesive elements to a FE simu-
lation to describe the cracking of a coating, at first and later on, the delamination
of this cracked coating from the substrate material at high temperature. With high
temperature we mean applications where the material is subjected to a homologous
temperature of 30-90%. Thus, creep phenomena can occur.

6.1 Experimental Setup and Numerical Model

The tested specimen is a beam which is made of aluminium (AlSi10MgT6) and
coated on one side with an iron aluminde (Fe24Al10.6Nb). This compound is then
tested in a 4PBT at 400 °C which leads to a strong creep behaviour in the substrate
material. The coating behaves at this temperature linear-elastic. This experiment is

he

Outer Sensor

Inner Sensor

Fig. 6 Dimensions and loading of the specimen in a 4PBT with the assumed strain distribution and
shifting of the neutral axis through inelastic deformations
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Table 1 Material parameters and dimensions of the specimen after [51] (i € {s, c})

E; (MPa) vi () | @i MPa—Nig~1) N; (=) | h; (mm) |b; (mm)
Substrate | 32979.9 0.33 4.4356E—11 4.0317 3.015 3.485
Coating | 54784.8 030 | — - 1240  [3.485

in detail explained and analysed in [51] by using layer-wise theory until the coating
starts to fail. Here, we want to use this setup (see Fig. 6), create a FE model and apply
CZMs through the use of cohesive elements to this model and simulate the cracking
of the coating and subsequently the delamination. Also, the material parameters of
the substrate and the coating material are determined from experiments in [5S1]. They
are summarised in Table 1 with all dimensions of the specimen, additionally.

The distance from the middle of the beam to an inner supportis/; = 10 mm and to
an outer support is [, = 20 mm. Because a load is only in z-direction applied on the
specimen, only a plane simulation is performed under the plane stress assumption.
Further on, because of the symmetry of the experiment with respect to the y-z-
plane only the right half is modelled. Figure 7 shows the resulting FE model with
boundary conditions, contact and cohesive zones. The contact interaction between
supports and the specimen is modelled as hard contact with sliding, but friction is not
considered. The creep behaviour of the substrate material is modelled with Norton’s
power law and the linear-elastic behaviour is modelled with Hooke’s law. For the
coating Hooke’s law is used, additionally. Both materials are assumed to be isotropic.
All these constitutive laws exist in ABAQUS, already. Then the discretisation is
performed by using a quadratic plane stress element with reduced integration to
prevent locking effects. The ABAQUS name for this element is CPS8R. Further
on, a large displacement analysis is performed because the ratio between applied
displacement and total height of the specimen is too large. Up next, a convergence
study is performed to see how many elements are required to determine the stresses
in the specimen, accurately. But without the cohesive zones because the parameters
of the cohesive zones are not known for now. The results are presented in Fig. 8. The

122222222 0ONTEES T ()

ur=0 contact

Nc===s=s :
€2 1)—» e1 contact

es u1:u3=0

Fig. 7 FE model with boundary conditions, contact and cohesive zones
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Fig. 8 Results of the convergence study

reference solution for this study is shown inred in Fig. 8. This solution is obtained with
the model of [51]. The top left diagram in Fig. 8 presents the stress distribution over
the cross section of the beam after 1845 s. The distribution looks like it is expected and
fits very well to the reference solution. Due to the creep deformation in the substrate
the stress reduces there and increases in the coating. Further on, a discrete jump in
the stress occurs at the interface between substrate and coating which results from
the difference of the Young’s moduli. The bottom left and right diagrams of Fig. 8
present the stresses at the top and bottom of the substrate, respectively, the coating
over the number of elements (NVE). It can be seen, like in the top left diagram, that
the stresses have already converged for all investigated NE. The top right diagram
shows the calculation times for the different NE. For the highest NE the calculation
time is half an hour, approximately.

From the convergence study, it can be concluded that all further calculations
could be performed with the model of NE = 306. The stresses will be accurately
calculated. We choose the model with NE = 2142 because later on cohesive elements
are added to this model and due to localisation effects a finer mesh is necessary.
And usually a much finer mesh has to be used but this is here impossible because
we need this model to perform a numerical optimisation procedure to determine
material parameters. Hence, the calculation time of half an hour for one model can
easily increase to a week for the optimisation procedure. Besides, it is possible to
do simulations which involve cohesive elements with a coarser mesh [52-54]. This
leads to adjusted material parameters. We will see this in the following section.
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Table 2 Prescribed cohesive zone parameters (i € {n, t})
CiMPa) |p() |a(mms™) [N (@) |N2(-) | ToMPa) |s1(-) |s2(-)

I 54784.8 — - -

I 43882.4 2 2.2178E—11 |1 2.0158 | 1 1 1

The first cohesive zone I'; is used to describe the cracking of the coating and the
second I'; to describe the delamination of the coating. Because of the linear elastic
behaviour of the coating, it is expected that the coating shows more brittle failure
behaviour. Therefore, the ABAQUS TSL with exponential degradation without mix-
mode behaviour is used (see [16] for more informations) with the four parameters
maximum normal traction T,y n, maximum tangential traction Ty, Maximum
separation to failure gy, and alpha «. Due to the fact that ABAQUS normalises the
separation which was mentioned earlier, already, the cohesive zone stiffness is set
to the value of the Young’s modulus of the coating. The second cohesive zone is
equipped with the novel TSL of Sect.4.2. Also, some parameters for this zone are
prescribed. These are the creep parameters and the cohesive stiffness plus the damage
exponents. These parameters are determined as mean values from the substrate and
coating parameters. All parameters are summed up in Table 2.

6.2 Determination of the CZM Parameters by Numerical
Optimisation

All cohesive zone parameters are determined simultaneously. In the experiment the
force and the time for the middle of the beam is measured. From this we can derive
a moment-time curve (M — ¢ curve). To get a similar curve from the simulation
we have to integrate over the axial stress 77, along the z-direction. But because the
neutral axis of the beam shifts as a result of the creep deformation, this shifting 8
has to be considered in the integration. This leads to

M:b/ Ti(Gz — B) dz (85)

Zbot

When this shifting is not considered in the integration the amount in the resulting
moment coming from the coating is overestimated and the amount from the sub-
strate is too low. But interestingly the resulting moment is correct calculated. This
integration is later on performed by using the trapezoidal rule.

Now, we can begin with the optimisation process. Therefore, we connect the
commercial software packages ABAQUS and MATLAB by using the tool
ABAQUS2MATLAB [1]. The optimisation procedure is described in Fig. 9 in detail.
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Fig. 9 Flowchart of the optimisation algorithm
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Table 3 Determined cohesive zone parameters

Timax,n (MP2) | Tmax,c (MPa) | gmax (mm) | & (-) So (MPa) | Ygo (MPa)
I 290.98 33.38 1.0344E-2 |1.03 - -
I — — — — 4.3901E—5 | 6.5815E—3

At first, initial sets of the parameters are defined which should be determined. Then
is a FE simulation for every initial set performed and the M — ¢ curve is obtained by
integrate the moment of the beam with Eq. (85). These initial sets and curves are the
input for the optimisation process. For the optimisation we use the neural network
toolbox of MATLAB. After every training of the network and estimating the new set
of parameters it is at first checked if the estimated set is in the expected range and
if every parameter is greater as zero, otherwise, the set is forgotten and the training
starts again. When the set of parameters fulfills all requirements a new FE simulation
is performed and the M — ¢ curve is calculated. The training algorithm is repeated
until the change in the parameters is less than 1% or the error of the M — ¢ curve
is less than the specified tolerance. Finally, the algorithm gives as output the deter-
mined set of parameters and the belonging M — ¢ curve. The determined parameters
are summed up in Table 3. In Sect.6.1 we mentioned the fact that cohesive zone
parameters are adjusted to compensate the effects due to a coarse mesh. This can be
seen by comparing the determined cohesive strength Ti,,x , With the experimental
determined strength of the interface which is 381 MPa [51]. Usage of a fine mesh
would have led to a cohesive strength near the experimental determined value.

6.3 Comparison Between Experiment and Simulation

In Fig. 10 the result of the final simulation is presented and compared to the experi-
ment of [51]. The simulation is performed for 2100 s with a final displacement of the
upper support of u (+ = 2100s) = 1.749 mm. The displacement is increased from
Omm to 1.749 mm linearly over this time period. The diagram in Fig. 10 shows the
experimental curve and the simulated one. It can be seen that the onset of cracking
of the coating is simulated very well. But after this the simulation has a deviation to
the experiment which is a consequence of the missing hardening of the compound
after the coating has failed. But for this complex simulation the result is acceptable.

The missing hardening of the compound after the cracking of the coating (see
Fig.10; ¢ =~ 17505s) is aresult of the early onset of the delamination and that the crack
through the coating propagates to slow. But because the comparison between the
experimental delamination curve and the simulated one is very similar (just shifted)
we suppose that the false cracking behaviour of the coating is the main problem
which causes the difference between experiment and simulation. Therefore, this will
be investigated in the future.
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Fig. 10 Comparison between experiment and simulation and visualisation of the simulation at
specific time points; red—smallest displacement, blue—highest displacement

Further on, Fig. 10 presents some pictures of the deformed specimen at specific
time points to visualise the cracking and the delamination of the coating. The colors
represent the displacement distribution over the specimen, red is the smallest dis-
placement in every picture and blue the highest one. Due to the fact that the specimen
is made of aluminium and iron aluminde, it is stiff and consequently the deformations
are small. Therefore, a zoom is presented in Fig. 10 to see the delamination.
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7 Summary and Outlook

In this treatise we presented an overview on CZMs and TSLs. Further on, we pre-
sented a rate-dependent TSL with mix-mode behaviour and explained the imple-
mentation into the FEM. Finally, the result of a 4PBT simulation is presented and
compared to an experiment. Slight deviations between simulation and experiment
occurred but they are acceptable.

Up next, the presented thermal model is implemented and tested and afterwards a
thermal-mechanical simulation is performed. After this we want to analyse the influ-
ence of different TSLs on the failure behaviour of the coating to see if it is possible
to simulate the hardening of the compound and finally get a better approximation of
the experiment (see Sect. 6.3).
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Appendix

Arranging of displacement, position and temperature vector for a 2D cohesive ele-
ment

-

153

u =[u1x ulyuzjc...uny] , n=NN
T

€

X :[xlxxlyxZX...xny] , n=NN

0 =[016...6,] . n=NN

Arranging of total DOF and residual vector for a 2D cohesive element

ue

c __
P = o°
re
e | iu
ri = .
Mo

Shape functions for a 2D cohesive element

1
N1=§(1—$1)

1
N2=§(1+5§1)

Arranging of the displacement and temperature shape function matrix
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N [N 0N 0
“T1o N 0N,

Ny = [N1 V]
Arranging of the displacement and temperature mean value matrix
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Arranging of the displacement and temperature separation relation matrix
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L _| 0-1 000001
““1 0 0-1 0100 0

| 00 0-1 0 1 00

[-1 0 0 1
"9:_0—110}

Arranging of the elasticity matrix
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Stability of Parameter Identification )
Using Experiments with a Heterogeneous | e
Stress State

Alexey V. Shutov and Anastasiya A. Kaygorodtseva

Abstract We analyze different strategies used for the identification of material
parameters, which appear in a certain model of finite strain viscoplasticity. The main
focus is set on the sensitivity of the parameters with respect to measurement errors.
In different strategies we combine experimental data obtained from various torsion
tests with a heterogeneous stress state. A direct problem is solved using the non-
linear FEM. To estimate the stability of a certain identification strategy we perform
Monte Carlo simulations for a series of noisy experimental data. A distance between
two sets of material parameters is measured using a special mechanics-based metric.
Both the identification of material parameters and the estimation of their stability are
illustrated by an example. In this example we employ a set of synthetic experimental
data obtained for the steel 42CrMo4. As a material model, we choose a model of
finite strain plasticity with a combined isotropic-kinematic hardening.

1 Introduction

Advanced phenomenological models describe the elasto-visco-plastic behaviour of
high-temperature materials with a good accuracy, accounting for a number of non-
linear phenomena. A substantial progress has been achieved in the simulation of
stress response under non-monotonic loading conditions, including ductile damage
(cf. [21]), creep damage (cf. [8, 19]), and viscoplasticity under thermo-mechanical
loading (cf. [13]). Unfortunately, the phenomenological models contain numerous
material parameters, which can not be measured in the experiment directly. The
situation may become even more difficult: models suitable for thermo-mechanical
loadings may contain twice as much parameters when compared to their isother-
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mal counterparts. A common approach is to identify these parameters by solving an
inverse problem. Herein, an error functional reflecting the average deviation of the
simulation results from the experimental data is minimized [2]. In order to gain more
freedom in choosing the experimental setup one may go beyond experiments with
a homogeneous distribution of stresses and strains in the gage area (cf. [1]). Apart
from gaining a greater freedom in experimental setup, heterogeneous tests may carry
more information than the homogeneous ones, since different parts of the sample
experience various loadings. In order to solve a direct problem involving a hetero-
geneous deformation of the sample, the nonlinear finite element method is typically
employed as a universal tool (cf. [7]). In the current study, we focus on torsion tests
since they allow for large stable deformations without undesired influence of friction;
hot torsion tests can be carried out in a robust way [1].

An important issue is the sensitivity of the identified material parameters with
respect to the inevitable measurement errors. For instance, dealing with overparam-
eterized models, a very good correspondence between simulation and experiment
can be achieved, but even a smallest change in the experimental data may cause a
finite variation of the identified material parameters. In the current study we estimate
the sensitivity of the parameters by Monte Carlo simulations considering a large
number of noisy experimental data. Motivated by the central limiting theorem of
the probability theory, we consider the so-called white noise. As a result, a cloud
of points in the space of material parameters is obtained. The size of this cloud is
estimated using a special mechanics-based metric, which is advantageous over the
conventional Euclidean metric.

For demonstration purposes, only two types of torsion samples are considered:
circular rods and thick-walled tubes. In both cases the stress-strain state is heteroge-
neous. As a material model, constitutive equations proposed by Shutov and Kreiflig
[17] are used. This model accounts for a combined nonlinear isotropic-kinematic
hardening in the finite strain range. For simplicity, isothermal conditions are con-
sidered. As the experimental basis, synthetic experimental data on non-monotonic
torsion of heterogeneous samples made from the steel 42CrMo4 are employed. The
synthetic data are obtained by using an accurate version of the material model with
two evolving back-stresses. The parameter identification, in turn, is carried out using
a simplified version of the model with only one back-stress.

2 Material Model

As already mentioned, the material model from [17] is implemented here. It accounts
for the nonlinear isotropic hardening of Voce type and the nonlinear kinematic hard-
ening according to Armstrong and Frederick. The rheological motivation of the
model is shown in Fig. 1. The rheological model comprises one friction element (St.-
Venant body), one elastic spring (Hooke body) and a number of rate-independent
Maxwell bodies: only one body within a simplified model (Fig. 1, left) and two bod-
ies in a refined model (Fig. 1, right). Each of the rate-independent Maxwell bodies,



Stability of Parameter Identification Using Experiments ... 171

P c ! (4]
k, 1 ) c2
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|
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Fig. 1 Rheological explanation of the viscoplastic material model with nonlinear kinematic hard-
ening. Left: simplified model with a single rate-independent Maxwell body. Right: refined model
employing two Maxwell bodies

in turn, consists of an elastic spring and a modified (rate-independent) dashpot. Rate-
independent dashpots are depicted as boxes in Fig. 1. They differ from the classical
(rate-dependent) dashpots in that the physical time ¢ is replaced by the monotoni-
cally increasing Odqvist parameter s. The stresses in each of the rate-independent
Maxwell bodies are understood as back-stresses, which are used to account for the
shift of the yield surface in the stress space (Bauschinger effect). In other words, a
single back-stress tensor appears in the simplified model and two back-stress tensors
are used in the refined model.

The geometrically nonlinear kinematics of the model is based on the nested mul-
tiplicative split of the deformation gradient, suggested by Lion in [6]. An example of
practical application of this model is given in [10]. Modifications of this model to the
high-temperature creep [19], ductile damage [21], and thermo-mechanical loading
[13] are known.

We briefly recall the constitutive equations of the refined model, which uses two
backstresses. Let C := FTF be the right Cauchy—Green tensor at a certain material
point. Three tensor-like state variables of the same type are introduced: C; for the
current inelastic strain and C;;, Cy; for the current inelastic strain of substructure.
Quantities C, C;, Cyj, and Cy; are symmetric and strictly positive definite. To capture
the isotropic hardening, two scalar-valued quantities are used: Odqvist parameter
(accumulated plastic arc-length) s and its dissipative part sq.

Let ¢ be the Helmholz free energy per unit mass. Assume that (cf. [18]):

¥ = Y (CC; ") + Vi1 (CICLY + Yiin2(CiC51) + Yo (s — sa), (1)

where ¥ (CC; 1y stands for the energy storage associated to macroscopic elastic
strains; Yiini (CiCl_il), 1/fkin2(CiC2_i]) and Vis0(s — sq) are parts of the free energy
stored in defects of crystal lattice. Contributions ¥, and v, are related to mech-
anisms of kinematic and isotropic hardening, respectively. The functions |, Yini,
and Yo are assumed to be isotropic. To be definite, we set in this study

PrYe1(A) = g(ln VdetA)® + %(trK —-3), @)
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C1 — (6 —
PRVin1 (A) = Z(trA =3), PrYkin2(A) = Z(trA —-3), 3)

PrViso(5e) = g(se)z, A = (detA)"'S3A, )

for any A and s.. Here, k, u, c1, ¢cp, y are constant material parameters; pg stands
for the referential mass density. Following the Coleman-Noll procedure, the second
Piola-Kirchhoff stress T is computed through

dYa(CCH

T =20 aC

|Ci =const « (5)

In Sect.5 we will also need the Cauchy stress (true stress) T:

1 -
T= FTF'. (6)
det(F)

Backstresses X; and X and the overall backstress X are employed in the refined
model to capture the Bauschinger effect:

dYin1 (CiCy;")
R 9C;

IWan2 (CiC5;1)

X, =2
1 Y aC;

|C1;:const7 X2 = 2pR |C21:consh (7)

X=X +X. (8)

By R € R we denote a hardening variable which is responsible for isotropic expan-
sion of the yield surface:

0Viso (s — 5a)
R

R=p as

|Sd:C0nSl . (9)
Within viscoplastic models, stress states beyond the elastic domain are possible due
to occurrence of a viscous overstress f which depends on the applied strain rate. The
overstress is defined by

fi=F- \/g(K +R), T:=/tul(CT - CX)PP], (10)

where K stands for the initial uniaxial quasi-static yield stress, (-)P denotes the devi-
atoric part, § stands for the driving force of the viscoplastic flow (equivalent stress).
The inelastic strain rate A; equals the norm of the inelastic strain rate tensor; A; is
computed employing the Perzyna law of viscoplasticity using the current overstress f
A= <i

ko

== )m, (x) := max(x, 0). (11)
n
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Here, n and m are fixed material parameters; ko equals 1 MPa (it is not a mate-
rial parameter). The temporal changes of the internal variables are governed by the
constitutive relations

. A~ ~
C = 2§(CT - GX)PC;, (12)

Cii = 22 (CX)PChi, Gy = 24i50(CiXy)PCy, (13)

. 2 . _B.
S =./=XAi, S$q4= —SR. (14)
3 Y

Here, 51, 50, are parameters related to the saturation of the kinematic hardening; g
is responsible for the saturation of the isotropic hardening; () stands for the material
time derivative. Here we assume that at # = O the material is isotropic, undeformed,
and stress free, which yields the following initial conditions

Cili=o = Ciili=o = Caili=o =1, 5l;=0 = Sali=0 = 0. (15)

The model exhibits the following properties:

e It is suitable for large elastic and inelastic strains. Various isotropic hyperelastic
potentials can be implemented for the description of elastic properties and kine-
matic hardening.

e The model is thermodynamically consistent (the Clausius-Duhem inequality is
satisfied for arbitrary processes) [17].

e The model is objective (thus providing a correct transformation of the Cauchy
stress under superimposed rigid body motion).

e The model is w-invariant under the change of the reference configuration (cf. [14,
20)).

e Efficient numerical schemes are available in case of neo-Hookean hyperelastic
potentials (cf. [11]). When the kinematic hardening is modelled using the Mooney-
Rivlin potential, efficient algorithm from [12] can be used as well.

Some of the material parameters can be identified from experiments in a relatively
simple way [18]. The elastic properties are captured by the shear modulus w and the
bulk modulus k. These parameters can be restored from the experimental data in the
elastic mode. The initial yield stress under uniaxial tension K is identified from the
uniaxial stress-strain curve. The parameters of the Perzyna-type viscosity n and the
exponent m can be identified from a series of dynamic tension tests. The pre-identified
values are taken from [18] and listed in Table 1.

Table 1 Pre-identified parameters for the steel 42CrMo4
k [MPa] n [MPa] n [s] m [-] K [MPa]
135 600 52000 5% 10° 2.26 335
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The remaining material parameters need to be identified simultaneously. Dealing
with simplified model (employing a single Maxwell body) they are: the parameters
of the isotropic hardening y and 8 as well as the ones of the kinematic hardening ¢
and . Here, y /B gives the saturation value of the isotropic hardening and 1/8 gives
the characteristic saturation strain. The parameter ¢ can be seen as the stiffness of
the elastic spring within the Maxwell body and 1/s¢ corresponds to its generalized
viscosity. Thus, the saturation level of the backstress is proportional to 1/2¢ and the
saturation strain is proportional to 1/(csc).

3 Synthetic Experimental Data

We analyze two types of torsion samples: a solid rod of the radius 10 mm and a
thick-walled tube with the inner and outer radii of 5 and 10 mm, respectively. In both
samples the length of the gage area equals 25 mm. The loading consist of monotonic
torsion up to the maximum angle ¢, followed by a reverse torsion bringing the
sample back to the undeformed state finally followed by the second torsion up to the
Pmax- Two different amplitudes are considered: ¢m,x = 0.75 rad and ¢ = 1.5 rad.

Unfortunately, real experimental data are missing for these samples and load-
ing conditions. Therefore, in order to test the stability of the parameter identification
strategy, we employ so-called synthetic experimental data. The synthetic data are gen-
erated by means of an FEM computation using the refined model (with two Maxwell
bodies). The material parameters correspond to the high-strength steel 42CrMo4. The
parameters are taken from the previous study [16]; they are shown in Table 2. Since
the refined model describes the real stress response very accurately (see. Fig. 1 in
Ref.[16]), the generated synthetic data are believed to be a reasonable representation
of the real test results.

The FEM analysis is carried out using MSC.Marc. Isoparametric elements with
a quadratic approximation of the geometry and displacements are used (element
type Hex20) with a full integration scheme. The constitutive model is implemented
using the Hypela2 interface as a user-defined material subroutine. In this, a robust
and efficient numerical algorithm from [11] is employed. The overall deformation
process is subdivided into 150 steps: 50 steps for the initial torsion up to ¢max, 50
steps for the reduction of the torsion angle back to zero, and, finally, 50 steps for
the second loading up to ¢m,x. In order to speed-up the computations, the “cyclic
symmetry” option is activated. Only a 10-degree sector is analyzed. The synthetic
experimental data generated by FEM are shown in Fig.2. Since the modelled sector

Table 2 Material parameters for the steel 42CrMo4 used to generate synthetic data
y [MPa] B [-1 c1 [MPa] ¢z [MPa] 21 [1/MPa] s [1/MPa]
141.18 0.037501 1692.6 23255.0 0.0038419 0.0045175
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Fig. 2 Synthetic experimental data corresponding to torsion of samples made from 42CrMo4
steel. Top left: rod with ¢max = 0.75 rad (test number 1); top right: rod with ¢max = 1.5 rad (test
number 2); bottom left: thick-walled sample with ¢max = 0.75 rad (test number 3); bottom right:
thick-walled sample with ¢max = 1.5 rad (test number 4)

represents only 1/36 of the real sample, the torque must be multiplied by the factor
36 to obtain the overall torque applied to the sample.

In the following, the synthetic data will be used to identify the material parameters
pertaining to the simplified material model with a single rate-independent Maxwell
body. Since the simplified model is less accurate, it cannot reproduce the synthetic
data exactly, even for a well-identified set of material parameters. Thus, a real-life
situation is reproduced that there is an unrecoverable discrepancy between simulation
and experiment.

4 Identification Strategies and Optimization Results

In this section we consider all possible strategies of parameter identification which
include exactly two different tests from the set shown in Fig. 2. In order to designate
each identification strategy we introduce its signature as a 4-tuple (xy, x2, X3, X4).
We set x; = 1 if the test number i is included and x; = O otherwise. For instance,
strategy signature equals (1, 0, 1, 0) if it includes tests 1 and 3.

Based on the synthetic experimental data we identify the four hardening param-
eters of the simplified material model which employs only one rate-independent
Maxwell body (see Fig. 1(left)). All the torsion tests are simulated using FEM com-
bined with the simplified model. For consistency, exactly the same FEM mesh is
employed as the one used in the previous section to generate the synthetic data.
Just as for the synthetic data, the loading process is subdivided into 150 time steps.
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Fig. 3 Optimization results showing the best possible fit of the (synthetic) experimental data by a
simplified model. Top: optimization strategy (1, 1, 0, 0); bottom: optimization strategy (0, 1, 1, 0)

Thus, we have exactly 300 data points pertaining to two tests. Following the stan-
dard approach we build the following error functional @, which reflects an average
deviation of the simulation from the (synthetic) experiment:

300
D(y, B, c, ) = ) [Exp; — Modi(y, B, c, )T (16)

i=1

Here, Exp; is the i-th experimental (synthetic) torque and Mod;(y, B, c, ) is
the corresponding model prediction, which depends on the (unknown) material
parameters. The error functional is minimized using the gradient-based Levenberg—
Marquardt method. The identified vector of material parameters will be denoted as
p.. For all 6 possible strategies, a good (but not perfect) correspondence between
simulation and synthetic experiment can be observed. For example, the optimization
results are shown in Fig. 3 for the strategies (1, 1, 0, 0) and (0, 1, 1, 0). The identified
material parameters are listed in Table 3.

5 Mechanics-Based Metric

In order to measure a distance between two sets of material parameters we introduce
alocal strain-controlled loading programm. Let T be the duration of the deformation
process, F () be the deformation gradient explicitly prescribed as a function of time
t € [0, T]. Since the analyzed material model represents a simple material of Noll’s
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Table 3 Material parameters of the simplified model pertaining to different identification strategies

Strategy y [MPa] B [-] ¢ [MPa] » [1/MPa]
(1,1,0,0) 19951 94.361 3893.2 0.0032882
(1,0,1,0) 30237 155.09 4172.9 0.0035359
(1,0,0, 1) 21019 99.340 3878.5 0.0032836
©,1,1,0) 20346 94.433 3814.4 0.0033129
0,1,0, 1) 14207 67.174 4093.1 0.0032441
0,0,1,1) 21889 101.52 3801.2 0.0033082

type [9], the local history of the true (Cauchy) stress T(#) depends on the deformation
history F(¢) and the material parameters p = (y, 8, c, )T

T@@:OT(nﬁmyfmmnemT} (17)

<t'<t

The dependence of the stress on the initial conditions is assumed but omitted for
brevity. The mechanics-based distance between two sets of material parameters
pP =@, W O ,,Oyandp @ =(y @, 8D ¢ @ 5 D)isintroduced as

dist"(p ", p @) := max TG, p ™) =T, p ). (18)
tel0,

The idea behind the mechanics-based metric is to test the stress response predicted
by the material model for a rather general deformation history. While computing the
stress response which appears in (18), the viscous part of the model is switched off.
For additional details regarding the definition of the metric as well as its advantages
over the conventional Euclidian norm, the reader is referred to [15].

To be definite, the following deformation history is used here. In the time interval
t € [0, 4] (¢ is non-dimensional) we set

F(r) =F (1), (19)
where F'(¢) is a linear interpolation between key-points Fy, F;, F5, and Fy:

(1 —F, + (H)F, ift € [0, 1]

Q—0F,+ (t — DF; ift e (1,2]
B —1F;+ (t —2)F, ift e (2,3]
4 —F4+ (t — 3)F, ift e (3,4]

F' (1) :=

’

Fi=1,F:=12¢®e+(2)7 " (0 +e;@e3),

F;:=1402¢; @€, Fs:=12e:06e + (1.2)7% (e; ® €] + €3 ® e3).
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6 Analysis of Stability with Respect to Measurement Errors

In order to estimate the dependence of identified material parameters on the experi-
mental errors the following procedure is employed. Recall that for each identification
strategy the optimal vector of material parameters is denoted by p,. (cf. Table 3). Now,
the used experimental data Exp; are replaced by the noisy ones Exp; + Noise; (cf.
[3, 4]). In the current contribution the white noise is used, which corresponds to
uncorrelated normally distributed noise with a zero expectation:

Noise; € N'(u,0?), n=0. (20)

Then, following the Monte Carlo approach, for the j-th instance of the noisy data
the corresponding vector p /) of material parameters is identified. In the current
study, the applied noise is relatively small. Therefore the parameter vector p )
is expected to be close to p,. Thus, a simplified identification procedure can be
used, which is based on the linearization of the model response (see Eq.(24) in
Ref.[16]). In total, we use N, = 10000 realizations of the noisy data with the
standard deviation o = 0.3 N - m. Finally, the average size of the cloud of material
parameters is computed through

Noise

Size = dist* (p.., p ). (1)

noise
J=1

The strategy is assumed to be reliable if for realistic standard deviation o the size
of the cloud is sufficiently small. The computed sizes of the clouds for six different
strategies are listed in Table4. Note that the distance has a dimension of pressure
(or mechanical stress); here its is measured in MPa. An interesting result is as fol-
lows: Although the analyzed strategies operate with essentially different (synthetic)
experimental data, the parameter sensitivity is nearly the same. The computed sizes
of the clouds are sufficiently small: in most applications involving the high-strength
steel, an error below 3 MPa is acceptable. The strategy (1, 1, 0, 0) is the most stable
with respect to the applied noise. Surprisingly, the size of the parameter cloud per-
taining to the strategy (1, 1, 0, 0) is somewhat smaller than for the (0, 0, 1, 1). One
explanation is as follows: For both strategies, the stochastic model (20) introduces
the same noise in terms of absolute values. But in terms of relative values, the noise
for the strategy (0, 0, 1, 1) is larger than for (1, 1, 0, 0).

Table 4 Sizes of the clouds of material parameters in terms of mechanics-based metric
Strategy: (1,1,0,0) |(,0,1,0) |(1,0,0,1) |(0,1,1,0) |(0,1,0,1) [(0,0,1,1)
Cloud size: |2.336 MPa |2.598 MPa |2.433 MPa |2.445MPa |2.818 MPa |2.515 MPa
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7 Discussion and Conclusion

In the current study, a simple procedure is demonstrated which allows us to esti-
mate the impact of measurement errors on the resulting vector of material param-
eters p. Various strategies involving different sets of heterogeneous experiments
are compared in terms of their sensitivity. For the considered material model, the
possibility of material parameter identification based on heterogeneous test data is
tested. An important conclusion is that all the strategies exhibit nearly the same sen-
sitivity, which lies in the acceptable range. In the follow-up publication, the set of
torsion experiments will be extended by introducing samples with non-circular cross-
sections thus bringing us to the problem of optimal experimental design (cf. [5]). The
use of different types of samples seems to be promising in obtaining a big variety
of loading scenarios. This, in turn, would yield more reliable/stable identification
strategies.

Acknowledgements The financial support provided by the RFBR (grant number 17-08-01020) is
acknowledged.
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Short Term Transversally Isotropic )
Creep of Plates Under Static and Periodic | @
Loading

Holm Altenbach, Dmitry Breslavsky, Volodymyr Mietielov
and Oksana Tatarinova

Abstract The statement and solution method of the two-dimensional problem of
orthotropic creep under static and periodic loadings are presented. Experimental
investigations of short-term deformation under uni-axial and plane stress states are
carried out. Short-term creep curves were obtained for uni-axial specimens and plates
with holes. Constitutive equations are developed for steel characterized by the first
stage of unsteady creep with orthotropic properties under static and periodic load-
ing. The calculation method in general was verified by comparing numerical and
experimental results under the uni-axial and plane stress states.

Keywords Short-term creep * Orthotropic properties - Plane stress state - FEM -
Experimental investigations

1 Motivation

Creep in metallic materials can occur at all temperatures and stress levels. As it
was pointed out by Lemaitre and Chaboche [1], some alloys exhibit visco-plasticity
(creep) at room temperatures (300 K), despite the fact that their melting temperatures
can reach 1400 K.
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With a significant level of stress, which in most cases exceeding the yield limit,
and at room temperature, varying in time strains can reach significant values in
structural steels. Because of the general rather high level of stresses, creep cannot
run too long: either tertiary creep occurs with damage increase, resulting in fracture,
or saturation occurs, at which the creep rate drops significantly. In both considered
cases, the so-called short-term creep takes place.

Rabotnov and Mileiko [2] define short-term creep as a process of metal creep when
a significant deformation, that limits the service function of the structural element and
runs over a relatively short period of time. The authors emphasize that under such a
significant stress the strain value 5% can be accepted. In the case of short-term creep,
the deformation time is from tens to 1000 s. In [2] is noted, that approaches to the
solution of short-term creep problems should be applied in the cases where the effect
of sufficiently significant loads presents within a short time, and the accumulated
creep strains are commensurate with instantaneous elastic-plastic deformations.

Examples of experimental studies of short-term creep as well as methods of its
numerical simulation are given in [2—6] among others. As in [2] is emphasized, the
models and methods traditionally used in creep calculations can also be used for the
description of short-term processes. In this case, in almost all situations, the use of
numerical methods of calculation is necessary.

In many cases, short-term creep occurs during cyclic deformation at low and
room temperatures. In [7, 8] the results of experimental studies of cyclic creep at
room temperatures of titanium alloys are considered. In [9] the similar behavioir of
carbon steels was studied. Short-time creep under vibration loading, which leads to
processes of dynamic creep in materials [3], was studied for alloys of non-ferrous
metals and solders [10, 12, 13] as well as and for heat-resistant alloys [11].

In various technological processes due to the non-uniform mechanical actions,
materials with anisotropic mechanical properties, including creep properties, are
obtained. When rolling sheet materials, transversal isotropy of the plasticity and
creep properties is often realized [ 14—16]. The models of Hill, Malinin — Khazhinsky
and others are used for its description [1, 3, 4, 15, 16].

Also in technological processes sheet materials are subjected to the joint action of
static and periodically (i.e. cyclically with the same cycle shape) varying loads. For
the case of the same loading cycles for solving the initial-boundary value problem and
formulating the governing equations, it is effective to use the multi-scale method with
subsequent averaging over the period of stress variation. In [17, 18] this approach
was applied to materials with isotropic creep properties, and in [19] a model for
describing creep and damage of transversely isotropic materials is presented.

The problem statement describing the creep of transversally isotropic materials
under conditions of a plane stress state and periodic loading is presented in this
chapter. The formulation of the method for solving initial-boundary value problems
based on using the methods of asymptotic expansions and averaging on a time period
is given. The govering system of differential equations is solved using the finite
element and difference methods in the time domain. The cases of static and combined
static and periodically varying loading under uniaxial and two-dimensional plane
stress state are considered. The results of an experimental study of the creep of
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specimens and plates with holes allow verifying the constitutive equations and the
calculation method.

2 Problem Statement and Method of Solution

Let us consider the mathematical statement of a two-dimensional creep problem for
the area £2 with boundary curve I". The Cartesian coordinate system x; (i = 1, 2) is
used. We assume that the displacements u;|r, = ii; are specified on the part of the
boundary I";. The part of the boundary I, is loaded by tractions p;(x,t), and we do
not consider the volume forces. The elastic and plastic properties of the material are
considered as isotropic as well as the creep properties as transversally isotropic. The
case of constant temperature is assumed.

We apply the Lagrange approach and the case of small strains is considered. The
following notations are used: u = u(x;, t) is the displacement vector, € = &(x;, 1),
ell = gPl(x;, 1), ¢ = €°(x;,t) are the tensors of total strains, plastic and creep
strains, respectively; 6 = o(x;, t) is the stress tensor, ¢ denotes the time variable.
The basic system of equations of the creep theory for the two-dimensional case has
the following form [1]

0ij.j = Vi o5n; = pi(x); x € I'
&ij = %(u,-,j —l—uj,,-),x €Q ulpr, =u;xelyi, j=1,2 (1)
oij = Ciju(&;j — 8;"].] — sf}.); u(x;, 0) = up(x); &f;(x;,0) =0.
Here, n(n,n,) is the unit vector of the normal to the contour, y is the density of
the material. The system (1) has to be added by a creep law.
The initial conditions are presented by the vector u,, determined by the solution
of the system (1) in the initial elastic (e”’ = € = 0) or elastic-plastic (¢ = 0)
stress-strain states.
As is known [20], the most effective way for solving the problem is the expansion
of the time-varying load component acting on the part of the contour I, in the
Fourier series and subsequent representation of p;(x,7) in the following form

piCxi, 1) = pl ) + p e (). i =1, 2. 2
Here the following notations are used:

pY(x;) is the time-independent load component; W () = Y2 ¥ =
Z,fil Ay sin(pit + By) is the component of the load, which varies in time with the

period T;
Wt 27K\ 1 by sin( 22K,
= aq; cos| — sin| —1 );
k k T, k T,
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172, 2k

Ac=(@+6) " e = - B = arctg(ax/by);
P

a, by are coefficients of the Fourier series; p/"** are amplitude values of load com-
ponents.

Following the approaches proposed in [17-19], the solution of the system (1),
taking into account the acting variable load (2), can be found by the application of
the method of multi-time scales with subsequent time averaging [21]. According to
these approaches, the solution of system (1) can be determined by the solution of
such a similar system, in which only unvaried load is taking into account. In this
case, the amplitude values of the components of the stress-strain state, which are
determined by the action of the variable component W), are included into the creep
law of special form.

To determine the components of the strain-stress state under creep, which occurs
as a result of the action of constant and periodically varying loads, the solution of
the following system of equations is necessary:

Oij,j = 0, X; € Q; i = 1, 2
ojjn; = p?, X; € Fz;
oij = Cijk1<8ij - 851 - Sf]) gij = 5(uij+uji) x € uily, =i x € Ty
u(x;, 0) =wo(x); &;;(x;,0) =0.
3)

Now let us consider the creep law of transversally-isotropic material for the case
of primary creep. For the case of static load, it is given in [19, 22]:
. S0 e N 1T 5
¢ = B(ely,) "o.'[B]e. 4)
The plane stress state is considered, and the following notations are introduced:
€ is the vector of creep strain; o is stress vector; [?J is a matrix containing creep

constants for transversally isotropic material in the case of two-dimensional stress
state. b are the components of the tensor containg the creep properties of the mate-
C

rial; 5, = J%sfjslj is the von Mises creep strain; o, = ¢’ [B]o is the equivalent

stress, which is a common invariant of the stress tensor and the tensor of material
parameters

— (bino? + 2b by + 4biano)

oy = ( 111107] + 201122011022 + 0220005, + 1212012) ;

B, a, n are creep parameters.

Equation (4) is formulated for the case when the main axes of anisotropy (transver-
sal isotropy in this case) coincide with the axes of the Cartesian coordinate system.
In the case when they are rotated one to another by the angle 6, the relations (3) can
be modified by converting the components of stress tensors and creep strain rates. In
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this case, the matrix of the coordinate transformation, which is dependent from the
angle 0 [23], should be added to the right-hand side of (3) as a factor.

Let us present the way of the creep equation deriving for the case of periodic
loading [22]. First, we consider the case of uniaxial stress state when a combined
cyclic stress o = 0 + o' operates on a point (or specimen). Here, the constant stress
denotes as o and stress o' varies with the cyclic frequency f; = 1/T, over the
period of the cycle T, (f1 <1 Hz). In the general case, the stress o'! is determined by
the parameters of the operating cycle with amplitude, which periodically increases
and decreases.

We present the form of the stress o' by expansions in the periodic Fourier series
with coefficients a; and by, (k =1, 2, ...):

o0 o0
ol = o‘max(z (ak cos(z}T—lt) + by sin(%t))) =Y o% sin(%t + ,8k>,

k=1 ' k=1
o = [ (eMBXa,)? + (o™X, B, = arctg(ar /by,

(&)

For a combined load, the law of periodic stress varying can be written in such
form:

oo
0 1 0 . (27k
o=0 +4+0 =0 |1+ M, sin Tt—}-,Bk , (6)
k=1 P
where M = ‘(’T—a(f are the stress cycle amplitude coefficients, 0 # 0.

Let us rewrite Eq. (4) for a uniaxial stress state:

& = B(e) "o (7)

We will use the method of multi- (two in the considered problem) scales and
asymptotic expansion of the basic unknowns on small parameter 1 = T,,/t. We apply
this approach to Eq. (7). Let us introduce the process of creep strain growth in two
time scales (slow ¢ and fast & = ©/7T,, where T = #/j1) using the form of asymptotic
expansion:

e = V(1) + el (), )

where £0(1), &°!(£) are the functions corresponding to the basic process of creep
in slow (0) and fast (1) scales of time. We limit us only by the first approximation,
assuming in (8) the members with higher degrees of the parameter x are too small.
Further, we can obtain

cl

o
(e + pe)* = sco(l + /LF) g0, )
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Taking into account the dependence of the creep strain only on the “slow” time
[17, 18], after averaging over a period on the “fast” scale, we obtain:

1 1

(£8) = f £0(1) dg = e01), 671 (6)) = / ClOdE =0, (10)

0 0

Thus, using the method of asymptotic expansion with a subsequent averaging
over the cyclic load period (10), for a uniaxial stress state we obtain the law of creep
during periodic loading for materials with transversally isotropic creep properties:

¢ = B(o%)"K(M™)() ", (11)

where K(M®) = | (1 + Y0 MY sin@rké + ﬁk))"dg, M® = 2% i the
coefficient of asymmetry of the stress cycle.

We generalize Eq. (11) for the case of a complex stress state, proceeding from the
traditional postulate of creep theory, which establishes the correspondence between
the values of stresses and strain rates at uniaxial and complex stress states [1, 3].
Then Eq. (4), taking into account (11), is rewritten in the following form:

£ = B(e5) Yo'k (M™)[B]o° (12)
where 93(1)\/1 = %81?1981?]0 is the von Mises strain and 68 = 0"7[B]o" is the equivalent

stress, which is a common invariant of the stress tensor and the tensor of material
parameters. It is determined by the components of the stress tensor in the “slow”
process; M™ = % is the stress cycle asymmetry coefficient; 02 = ¢“*T[B]o“* is
an invariant of amplitude stresses. In the widespread case, when the components of
the stress tensor are varyied in time by stepped law, the Eq. (5) will take the following
form:

> 2nk
=o’+o' =0"(1+ ) Msin( ——1 ,
o=0 +0 0(+ % Sin T, + B

k=1

o't = \/(omaxak)2 + (omaxbk)z’ Bx = arctg(ag/by),

L. (2T 1 27,
a, = — sin k), by = —|1—cos| —xk]) ). (13)
wk T, wk T,

Here T, is the value of time of the action of the larger stress o0 4 ¢ mex, T, is the
value of time of less stress ¢© action.

As was obtained [17, 18], for the case of a plane stress state, the components of
amplitude stress tensors are determined by the solution of the following system (k
=1,2,....)
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ak __ ~ \2 ak .

Oijj = =y (P ui", x; €

k max .

O'ia~ ”l] = Pi Akv Xi € FZ?
ak __ 1 ak ak \ _ .. ak X .
e = E(ui,j +”j,i> = Czjmnamnvxl S Qv

Ly
U (0) = 0, x; € T'y;

(14)

By solution of the system (14), for each kth harmonic, the components of ampli-
tude stresses can be found. This determines the coefficients included in the constitu-
tive Eq. (11).

In the case when the initial von Mises stresses are greater than the yield limit of
material, the problem of elastic-plastic deformation is necessary to solve in order to
determine the initial conditions for the systems (1) or (3):

0= 0;5 0ijnj = pi(x);x € Iy
&ij = E(Mi’.f ~|—uj,l~),x € Q; I/t,‘|rI =upxelpi=1,2

oij = Cijui <8ij - 8,»ij ; (5)

2 -pl
_3 =pl\". .ol _ =pl\. j.pl _ 3d§
Flo) =3 — @(f del') sl = ([ asl')s deff = 30,

3 Numerical Solution

As a method of solution of systems (3), (14) and (15), the finite element method
(FEM) is used. Applying the main approaches of FEM, we arrive to a system of
differential equations [24] for a finite element

/[B]T[C][B]dv ’ :[[B]T[C]éfﬁdv+/[N]TpdS (16)
1% S

\%

o’ =[C](ef —&7), (17)
¢f = B0, (18)

where [B] is the deformation matrix of the element with number §; [C] is the matrix
containing elastic properties of the material (matrix of elasticity); u? is the vector of
the nodal displacements of the element, y is a number of node; o, &f are the vectors
of stress and strains in the element; [V] is the matrix of shape functions values; p is
a traction vector. The complete system of equations for the whole model is obtained
by ensembling the element’s stiffness matrices into the global stiffness matrix [K]
as well as the vector of nodal forces {F} [25]. Finally, for creep problems it has the
following form

(KU =F + FC. (19)
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Here U is the global vector of nodal displacements; F¢ is the vector obtained by
the values of forces, caused by creep strains. The solution of system (14) is obtained
for the values of the nodal displacements in the same way (without creep strains).

The considered finite element formulation was implemented into the software
complex FEM CREEP [24] and used for calculations. In the calculations, a triangu-
lar three-node finite element with a linear approximation of the displacements per
element was used. The obtained systems of differential Eq. (19) are solved by the
predictor-corrector method of third order or by the Euler method [20]. According to
the generally accepted problem statement [26] for integrating the physically nonlinear
creep problems, at each time step the vector of creep strainrates & = (&, &5,, 2&7,) !
is calculated using the stress vector o = (011, 022, o12)T, obtained in the previous
time step, and the creep law (11):

¢ = B(e5y,) “o"'[B]lo. (20)

We have added for the case of a static load and for the case of a periodic load the

expression of the influence function:

& = B(5,,) "o 'K (M™)[B]o 1)

At each integration step, the system of linear algebraic equations is solved by the
Cholesky decomposition [25].

In many cases, the initial load value is such that the von Mises stress exceeds the
yield limit and the strain vector in the finite element consists of elastic and plastic
components:

e=e+e’. (22)

A schematic stress-strain diagram in one-dimensional case is shown at Fig. 1,
where 1 corresponds to elastic strains, 2 to yield plateau and 3 to plastic strains with
hardening.

To determine the values of the initial plastic strain components, the method known
as “increment-initial strain” method [25] was used.

At first, let us consider the algorithm for materials with hardening (linear or power
law), when the yield plateau is absent, e’= 0, and after the first part of the curve
the third occurs [4]. We apply the Hencky-von Mises theory [1]. According to this
theory, we assume that the increment of the strain vector components {Ag}? =
{Aegy, Agy, Ay,,} is proportional to the effective stress, and the factor depends on
the growth of the effective stress o,y

Ael _T1007[s

X 3d i X
ael' | =522 oto|] s |. 23)
Ayl M1002] sy
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o

dy

A e

Fig. 1 Schematic stress-strain diagram

where dp; = JTQ\/(Asfl — Ael')2 4 (Ael')2 + (Aefl)2 + %(Ayx’;{)z. Further we
calculate the nodal forces that correspond to the plastic strains considered at the
current stage Ae”, and a system of linear algebraic equations for a finite element is
solved

/ [BI"[CI[BldV |{Au"} = f [BI"[C{ A" }dV+ / NI {Ap}dS  (24)
\% |4 M

{Ac?} =[C1(e — &"P), (25)
e = [BJu”. (26)

At each step the recalculation of the stiffness matrix of the element according to
the stress-strain diagram (Fig. 1) with the correspondent tangent module E; should
be performed. It is considered [25, 26] that the load is added in small increment. The
relations (24)—(26) are applied from the moment of approaching the von Mises stress
o ; the value of the yield limit o 7. With each small load step, the required values of
the strain components are calculated as
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e;'}lﬁ = e{}l’s + Aef}[ﬂ 7

The calculations are performed until the “moment” when the external load value
is given by the conditions of the considered problem.

This algorithm can be modified for materials, which stress-strain diagram has a so-
called “yield plateau”. This behavior is classified as an ideal plastic solid [1, 4]. The
problem is to determine the accumulated total strain in the solid at the “moment”
when the accumulated value of the von Mises strain ¢,y is approached and the
transition to the zone 3 of the diagram begins (Fig. 1). A direct iterative method is
used for calculations [25]. This method is based on the sequence of approximations,
which is presented for the uniaxial stress-strain state in this way

E(o) = Ey,0 < o7,

E
E@) == 5 > o7. 28)
&

Here the index «0» indicates the current values on the yield plateu.

In the case of a biaxial stress state, the current (tangential) module E(E,) depends
on the invariants of the strain or stress tensor. The algorithm for solving this can be
formulated as follows:

1. The problem of “elastic” strains, described by the system (19) is considered. The
components of the stress-strain state are determined using the initial values of
the elastic modulus E and the Poisson’s coefficient v.

2. For each finite element new values of E and v are determined, depending on the
strain values obtained in the previous step (von Mises strains and stresses are
used in Eq. (28)).

3. An “elastic” calculation again is made in which the parameters E and v defined
in the previous step are used.

Steps 2 and 3 are repeated until convergence is achieved, for example, for n and
n + 1 steps the condition |/ *" — &| < § is used.

For materials in which the stress-strain diagram after the yield plateau is of hard-
ening type (Fig. 1), the algorithms considered are combined: after the calculation of
the ideal plastic solid, the distribution of components of the stress-strain state is used
as the initial values for calculations based on the hardening model.

4 Short-Term Creep of Uniaxial Specimens

To verify the developed method of calculation and constitutive equations, several
experimental investigations were realized. Creep of uniaxial specimens and plates
with holes under tension made from steel 3 (its chemical composition in %: 0.58 —
0.67C,0.22 -0.45 S1,0.5-0.9 Mn, max 0.02 S, max 0.03P, 0.08 —0.15 V, the rest is
Fe; closest analogues are A107 or USt 37-2) was considered. This steel is widely used
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in manufacturing and in construction, for example, in form of complex profiles which
was bent from it. This technological operation can run for a rather long time (tens of
seconds) with a high level of stress. Steel sheets are produced by rolling, which leads
to the transversal isotropy of the creep properties. Therefore, for computer simulation
of technological processes it is necessary to have a proven method of calculation and
constitutive equation that are implemented in the corresponding software.

The results of the experimental study at room temperature of uniaxial specimens
from steel 3 under tension are given in [22]. In experiments with static loading 27
samples were tested at three stress levels: 378.7 MPa, 366.8 MPa and 352.3 MPa.
All exceed the yield limit oy, = 295.8 MPa. Specimens were cut from the sheets in
three directions—along, across the rolling direction and at an angle of 45° to the lat
one direction.

The results of the investigations confirmed the hypothesis of transversal isotropy
of the creep properties of this material at room temperature. Then the parameter’s
values for Eq. (4) were determined. Its integrated form was used:

6 = bio™t*. (29)

where: b; = (@ + 1)35)%“, i=1,23m=J1k= ﬁ
experimental data, we obtained:

m = 18305, k = 0.1887; ((a + 1)1?:)m = b, = 3.166.10-3' (10 MPa)"™/h, b,

= 075b1, b3 = 042b1, n = 9699, o = 43, b1111 =6.9- 1074, b1]22 = —345.
1074, bayys = 6.7 - 1074, ba1p = 1.85 - 1074, (10 MPa)2m/m+1p2/m+1

As an example, the curves of static short-term creep for specimens which were
cut in the rolling direction are presented in Fig. 2. Experimental data are presented
by points. Solid lines correspond to calculated data. The curves are built for tensional
stress values: curve 1: 378.7 MPa; curve 2: 366.8 MPa; curve 3: 352.3 MPa. In all
cases, the difference between the experimental and estimated data did not exceed
15%.

Experiments were also carried out according to the stepped periodic loading pro-
gram (Fig. 3).

In experiments, it was specified: T, = 60 s. (0.0166 h), T, = 240 s. (0.0066 h).
Experiments were done for 10 load cycles (total time 2400 s.). The stress values were
o =352.3MPa, 0" = 26.4 MPa. During the first 60 s in a cycle, the specimens were
loaded with a stress o = 352.3 MPa, then 180 s with the stress 0 = 378.7 MPa. These
stress values are the minimum and maximum load values used in static experiments.

The derived creep law for the periodic loading Eq. (11) was verified using com-
parison with the experimental curves. The calculation of the creep curves, which
corresponds to the cycle load applied in the experiment, was performed by devel-
oped computer program based on C-language. The results of calculations are shown
on Fig. 4. Here, curve 1 corresponds to the data for the specimens cutted in the
longitudinal direction, curve 2: transversal direction; curve 3 at an angle of 45° to

. After processing the



192 H. Altenbach et al.

0,025 i
|
0,02 /____4___...--
0,015 Ve
2
b ___—-———-.——-_——:
—/_,-—_____.—-—-"‘"' ] ]
0,01 = _
* " "
A L = 3
0,005 5
0 L,h
0 0,1 0.2 0,3 0,4 0,5 0,6

Fig. 2 Static loading. Comparison of numerical and experimental creep curves (specimens cutted
in the rolling direction)
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Fig. 4 Periodic loading. Comparison between calculated and experimental data

the rolling direction. Experimental data averaged by three specimens are marked by
points, calculated data presented by solid curves.

Figure 4 shows that the proposed creep equations for the case of periodic stress
action describe in a satisfactory manner the experimentally obtained curves starting
from the 4-5th cycle. The maximum error is obtained in first cycles and is equal to
35%. This takes place because for a small number (1-3) of load cycles, where the
value of the parameter u cannot be considered as small, the averaged equation is not
entirely correct. The greater number of load cycles, the less error. Its value in 4—10th
cycles does not exceed 10%. It can be seen from the graphs that for the considered
creep time the application of the developed averaged equation is acceptable: starting
from the fourth load cycle, the difference in experimental and numerical results is
insignificant.

The testing of the method’s efficiency and the developed software for modeling
of transversally isotropic creep under assumption of plane stress state was performed
with numerical simulations of plane specimens cutted in different directions. In this
case, the specimens are modeled as plane rectangles, loaded with a traction along
the axis, which is parallel to their long side. Because the results of experiments were
obtained on plane specimens from steel 3, the same typical location of FE models
with orientation of 0°, 45° and 90° to the rolling direction was considered. Three FE
schemes corresponding to the specified directions are shown in Fig. 5

All three FE models were used for calculations up to 0.5 h, which correspond to
the time of the experiments. It was assumed in all calculations, that the models were
loaded by tensile traction equal to 378.7 MPa.
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Fig. 5 The location of finite element models of specimens under tension

The results of calculations for the case of static load are presented in Figs. 6, 7
and 8, where the comparison of experimental (points), calculated by Eq. (4) (dotted
lines) and FE results (solid lines) are presented. Figure 6 corresponds to the data
for the rolling direction, Fig. 7—transverse direction; Fig. 8—at an angle of 45° to
rolling direction. The results show that the calculated and FE data coincide with the
accuracy of 1-2%, which demonstrates the correctness of all algorithms, including
those related to the implementation of the creep law and time integration, and the
entire software as a whole. Differences in experimental and FE data are the same as
those when comparing them with the calculated ones.

Let us analyze now the results of the experimental data in the case of periodic
loading with the results of numerical creep modeling with Eq. (11), which were
obtained by asymptotic and averaging methods. We use the same FE models (Fig. 5).
The results are presented in Figs. 9, 10 and 11. The numerical results are shown by
solid lines and the experimental data by points.

The diagrams show that the developed software tool allows in general a satis-
factorying modeling of creep processes at periodic loading in steel 3. The differ-
ence between experimental and numerical results does not exceed 10—15% for time
domains which are after the first four loading cycles, which is similar to the prevoious
static case. Atlow number of cycles (2—4) the error is 25—-30%. For all three directions,
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the accuracy of modeling of one-dimensional experiments and two-dimensional cal-
culation schemes can be considered quite satisfactory.

5 Short-Term Creep of Plates with Holes. Experimental
Investigations

From the sheets of steel 3 (same material that was used for producing plane spec-
imens) rectangular plates with dimensions 160 x 34 mm were cut out. Each plate
was made with 5 holes: one central with diameter 10 mm, and four lateral ones with
a diameter 8 mm. Such a scheme was chosen to implement at certain plate’s points
the stress state, which corresponds to the range of values from creep experiments in
specimens. Plates were cut from sheets along the rolling direction. To fix the plates in
the AIMA-5-2 test machine, which is designed for tensile testing in creep conditions,
the upper and lower technological holes with a diameter of 10 mm were made. The
sheme of the plate is shown in Fig. 12. Seven plates were produced. A measuring
grid with a step in the longitudinal direction of 1 mm, and with step of 2 mm for
transversal one was mechanically added. Video recording was used to obtain data
for different moments of time.

The plates with 5 holes were tested at static and periodic tensile loading. In
the latter case the program of experiments included partly periodic unloading and
loading. Three plates were tested at static loading as well as 4 at periodic. Results of
measurements were averaged.

At first let us consider the case of static load. Plates were loaded by weight
of 3000 kg (which is equal to tension stress 135 MPa in plate’s net section is far
from loading hole) during 60 s. Experimental results for different time moments are
shown in Fig. 13a—c. From the analysis of photographs it is evident that there is a
significant plate’s deformation over the time, when circular holes turned into elliptic,
and with decreasing the width of the plate in the vicinity of their location. After an
instantaneous growth of the strains, their increasing continues in time.

The numerical data of the deformed state were determined by analyzing the resiz-
ing of the cells of the dimensional grid. Moment of time t = 3 s was considered as the
moment of obtaining plastic strains, then the data was analyzed with time steps up to
the moment t = 30 s. We did not succeed experimentally with a satisfactory accuracy
to determine the change in the values of displacement u (x, y) in the direction x, which
is transverse the direction of tension. Thus, the longitudinal displacements v(x, y)
were analyzed.

Below, we give the data defined by the measurements in some points of the plates,
in which there was the most significant strain increasing (Fig. 14). The data were
averaged for three plates. Due to the symmetry of the holes, the data for the left and
right halves were also analyzed and added for averaging.

Figure 14 shows the location of the points in which measurements were made for
different moments of time. Such points were chosen in the regions on the borders
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Fig. 12 Plate with 5 holes Y.

of holes and between them, where the the most significant change in the grid was
determined.

Experimental data of varying the displacements in time are shown in Fig. 15,
where the points indicate the measured values. The analysis of the obtained results
shows the correspondence of character of the curves running in the case of primary
creep. Also, let us note their similarity to the curves obtained for specimens in uniaxial
tests.

As can be seen from Fig. 15, all the curves for the plate points are qualitatively
similar: they have first rapid growth regions at first 20 s, and then their rates decrease.
The curve 3 is an exception. It was built for point A, located at the boundary of the
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(a)r=3s (b)1=30s (¢)1=60s

Fig. 13 Deformed plate at static load at different moments of time

Fig. 14 The location of the plate points in which the measurements of displacements were done (t
=05s)
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Fig. 16 Periodic load of A
plates with holes

\

central hole, in which at approximately 50th second, the acceleration of creep begins.
According to these data, it is possible to conclude that in this moment the beginning
of the third section of the creep curve takes place. It corresponds to accelerated creep,
accompanied by a hidden damage. As is well known [3], just in this area, the stress
concentration takes place and creep fracture occurs.

Next, we consider the results of an experimental study of the deformation of plates
during periodic (cyclic) loading according to the scheme of Fig. 16.
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Fig. 17 Varying in time of displacement at the points of the plate, marked by the symbols in Fig. 14
(periodic load)

It was given as follows: for the time T, = 10 s the plate was loaded by stress
135 MPa, as well as next 20 s by stress 121.5 MPa, thus T}, = 30 s. During the
experiments, it became clear that on the fifth load cycle there was a fracture of the
plates in the area of the technological hole designed to organize the load. However,
in the areas of transition from the central hole to the small one, as well as from the
small hole to the side of the plate, there was a characteristic clouding of the metal,
which may indicate a significant damage and close fracture in these places [3, 27].
The analysis of character of deformation showed that there were no fundamental
differences in strain running in comparison with experiments at static loading.

Let us consider the results of measurements of longitudinal plate displacements.
To obtain this data, a technique similar to that discussed above for static loading was
used. Data of measurements obtained by video processing of experiments, for the
same points of the Fig. 14 are shown in Fig. 17.

As can be seen from Fig. 17, all obtained curves for plate points are qualitatively
similar: with growth in the first 10 s the curves correspond to the curves of purely
static load, further due to partial unloading there is a significant deceleration of the
growth of displacements.

When plotting the time dependence for longitudinal displacements (Fig. 17), their
changes during periods of cycles with lower load values (from 11th to 30th s) were
fixed only at points A, B, E, and K, in which maximal displacements took place also
in the static experiments. At other points, varying of displacements in the indicated
parts of the periods was so small that it could not be determined. It can be explained
by the limitations of measurement technique.
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As it was already noted, in the places of transition from the central to the lateral
holes, characteristic changes of the metal were found, which can be regarded as
a evidence of close fracture. This conclusion is also confirmed by the graphs of
displacement for those points A and E located in those places. It these points starting
from 120th s the accelerated growth of displacement was experimentally obtained.

In general, according to results of experiments with periodic loading of plates it
is possible to conclude that there is a significant slowdown in the growth of displace-
ments compared with creep at static loading. The reason is partly unloading. So, for
example, at point A for 60 s the value of static displacement is 1 mm, and with a
periodic load —0.8 mm; at point E for 60 s. also it is equal 1 mm, and with periodic
loading —0.85 mm.

6 Short-Term Creep of Plates with Holes. Numerical
Simulation

The results of experimental studies of the deformation of a plate with five holes were
compared with numerical data have been obtained by use the developed method and
software. As a result of the load’s and plate’s symmetry, a half-plate model of 17
x 160 mm was used as a calculation scheme, and the plate on the upper side was
considered to be loaded with a uniform tension load p = 135 MPa (Fig. 18a). The
exact loading of the plate through the hole was also simulated numerically. The lower
boundary of the plate was considered to be rigidly fixed. The calculation scheme of
the plate with the finite element grid, numbering 838 nodes and 1474 elements, is
shown in Fig. 18a. This grid was selected after preliminary elastic-plastic calculations
that were performed both in the FEM CREEP software and in ANSYS with the same
grids. It was established that the stress state is determined approximately the same,
with a difference of 10-15 MPa and qualitatively close zones with the same level
of stress. Distribution of von Mises stress is shown in Fig. 18b. The results of the
calculations show a significant stress concentration in the zones between the holes
and at an angle of approximately 45° to the holes in the directions to the outer sides
of the plates, the maximum value of von Mises stress is 394 MPa, which is close to
the material strength limit of 395.3 MPa.

Further, the modeling of the plate’s creep for 30 s was considered. In the calcula-
tions, the values of creep constants of the plate material, obtained by experimental
data processing, were used. Numerical simulations are carried out with a variable
integration step, from the initial value of 1 x 10~ to 1 x 10~* h.

The results of calculations using the FEM CREEP software were compared with
the data obtained after processing the video of experiments. Let us consider the
results of this comparison. The data of the deformation of plates near holes, where
a two-dimensional stressed state is realized, are analysed. The measurements were
compared for different moments of time up to 30 s. The values of the displacement
components v, mm were compared with the values obtained for the corresponding
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Fig. 18 FE model of the half of a plate (a), initial von Mises stress distibution, ow-10~"MPa
(b) and deformed FE mesh, t = 30 s, scale 1:60 (c)

nodes of the finite element grid. The displacement components u with a given defor-
mation pattern have significantly lower values that could not be determined by the
used method of grids comparison.

A finite element grid, which is deformed due to calculation data for the time t =
30 s, is presented in Fig. 18c. Comparing it with Fig. 13b, where the photo of the
deformed plate is located for the same moment, allows us to draw a conclusion on a
qualitatively correct description of deformation under creep.

Let us consider quantitative estimates. Table 1 shows the results of the comparison
of experimental and numerically determined values of short-time creep displacement
for points located between the three holes in which there is a significant deformation
under creep running. The locations of points marked with symbols are presented in
Fig. 14. These points in finite element model correspond to the numbers of nodes,
shown in Fig. 19. Point K corresponds to the 424th node, which due to the applied
scale is not shown in Fig. 19.
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Table 1 Comparison of experimental and numerically determined displacements [mm] for t =30's

Point/ A/ B/ C/ D/ E/ F/ G/ H/ K/
Node number 44 37 270 286 250 169 258 194 424

Experimental 0.4 0.35 0.23 0.15 0.45 0.17 0.17 0.17 0.5

Numerical 0.32 0.34 0.25 0.21 0.3 0.2 0.13 0.19 0.34
dat
Error, % 20 3 9 29 33 15 24 11 32

Fig. 19 Location of nodes of a finite element grid near three holes
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Fig. 20 Displacements versus time in points B, F (a) and in points C, G (b)

Analysis of the data from Table 1 shows that in the regions with the highest
displacement level, the maximum difference between numerical and experimental
data is 32-33%, but at other points, the errors are much lower.

Comparison of numerical (solid lines) and experimental data (points) for different
moments of time is shown in Fig. 20.

Analyzing the data of Fig. 20, which gives a comparison the displacement’s cal-
culation and experimental data at different points of the plate, we conclude that
numerical simulation qualitatively reflects the process of deformation in time. Quan-
titative differences range from 3 to 40% for various plate fragments. The latter value
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Table 2 Data on the stress redistribution in the vicinity between two holes, o;, MPa
Ne el. 1324 | 1309 | 1340 | 1361 | 1381 | 1404 | 1405 | 1429 | 1430 |1454 |1455
t=0s 254 |268 331 |332 |340 |338 349 340 |[367 |358 |385
t =30s [322 |301 |[334 |333 |[348 |[330 (331 317 306 298 |313

Fig. 21 The location of the elements for Table 2 in the applied finite element grid

is quite large, but it must be taken into account that the experimental data are also
determined with a certain error in the measurement.

Numerical simulation of the short-term creep of the plate also provides a quali-
tatively correct estimate of stress varying: there is a redistribution of stresses in the
vicinity between the holes, and between the holes and free side of the plate. The
qualitative character of the stress distribution does not change, and the most loaded
zones remain the same. As an example, let us consider the data of stress redistribution
in the zone between two holes (Table 2). The elements selected for comparison are
located between the upper and central holes, their numbers are shown in Fig. 21.
In the table, the elements are given starting with numbers at the upper holes and
finishing at the lower ones.
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Fig. 22 Comparison of numerical and experimental data (periodic load, points A, B and G)

It is evident from the analysis of Table 2 that for a short period of time (30 s) there
is a certain redistribution of von Mises stresses in the area between the holes. Near
the central hole there is a relaxation (from 385 to 313 MPa), and near the upper one
a certain growth presents.

Next, let us consider the periodic loading of these plates, comparing the experi-
mental and numerical creep results. According to the analysis of experimental data,
it can be seen that for comparison it is possible to use the data for four load cycles
of 2 min. If you analyze the data shown in Figs. 4, 9, 10 and 11, you can see that 4
is the limiting value of the cycles number, in which in uniaxial case the values with
a satisfactory error are obtained. Unfortunately, the peculiarities of the experiment
and the creep properties of used steel 3 did not provide the opportunity to increase
the number of cycles.

The analysis of the experimental study of creep of the considered plates shows
that there is no qualitative difference between the distribution of displacement and
the running of the deformation process in the case of static and periodic loading.
In this regard, as an example, we give in Fig. 22 only data from the comparison of
experimental and numerical results in some characteristic points (Fig. 14), selected
for analysis. Point B corresponds to the zone with maximum displacements, point A
is a characteristic point for the zone between the upper holes, and point G is located
between the lower ones. The calculated data are presented in Fig. 22 by solid lines
and the points correspond to experimental results. Experimental data for point A is
indicated by triangles, for a point B by squares, and for a point G by diamonds.

As can be seen from the results of the comparison, the varying of displacements
in creep process at complex two-dimensional stress state is qualitatively correctly
described by the calculated data. Their form, similar to the case of static loading,
corresponds to the form of primary creep cyrves. Reducing the creep rate compared
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Fig. 23 Comparison of calculated and experimental data for static and periodic loads (point B)

to the static load data, which takes place due to the load decreasing in the second
part of the period, is also described qualitatively correct.

Maximum error between numerical and experimental data was determined for the
first 10 s at all points, and the largest (at the point G) is 35%. The values for 120 s. (at
points C and F) are 25% and 27% respectively. The creep rate, which can be analyzed
by the slope of the curves, is evaluated satisfactorily, with an error of 10-15%. As
can be seen from the figures, there is an overestimation for numerical data for the first
periods. This can be explained by not very exact measurement technique, but also
by the insufficient number of load cycles for completely satisfactory experimental
conditions, which would require their greater number.

A comparison between calculated displacement curve at point B for cases of static
(curve 1) and periodic loading (curve 2) is presented in Fig. 23. As can be seen from
the graph, the errors are not very big. For the first ten seconds the experimental points
coincide, this occurred because in both cases the loading is the same. Differences of
5-8% between the numerical and experimental data are much smaller than the differ-
ence of 30% between the data of static and periodic loading, which can demonstrate
the possibility of numerical determination of the influence of periodic loading effect
in the complex stress state.

Numerical studies which were done, comparison of their results with experimental
data, obtained at the same time with a sufficient error degree, provides the opportunity
to use the developed software for solving the practical problems.
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7 Conclusions

The chapter provides a description of the method for solving the plane creep problems
for structural elements made of materials with transversally isotropic creep proper-
ties. The case in which the instantaneous load leads to the appearance of plastic
deformations is considered.

The creep law for the case of periodic loading at primary short-term creep for
cases of uniaxial and plane stress states is experimentally verified. The values of the
constants for the equation describing the transversally isotropic creep are obtained.
It is established that:

e the creep curves in all directions (along the width, across and at an angle of 45° to
the direction of rolling) of steel sheets are similar;

e the maximum creep rate is realized in the direction along the rolling, and the
minimum takes place at the direction determining by an angle of 45° to rolling;
the form of the creep curves corresponds to the primary creep;

e the main part of the deformation is obtained in the first minutes of creep, which
gives the possibility to classify the curves by the type of short-term creep;

e creep almost stops after 30 min of deformation.

The verification study of the calculated method was carried out by comparing
the numerical and experimental results of uniaxial and plane stress conditions that
occurs in investigated plates with five holes. The satisfactory for physically nonlinear
two-dimensional problems deviation of calculated and experimental data within the
limits of 25-30%, with the exception of two points in the case of periodic loading,
in which the level of displacement is smaller than more than twice as much as the
maximum, is found. The difference may be explained by the measurement technique.

The proposed method for the periodic load case due to its similarity to the standard
method for static problems as well as due to decreasing of calculation time can be
recommended for the analysis of practical problems with the similar forms of the
cycle, which number has not be less than four.
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