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ABSTRACT

Numerical techniques have been developed to evaluate local driving forces
acting on material interfaces. Since migrations of the interfaces are associated with
modifications of the microstructure, these methods can be applied to predict and
model morphological evolution in multi-phase materials. Here this methodology
has been applied to the study of an evolution of the morphology of 4’ precipitates
in Ni-superalloys, which has been termed rafting.

It is shown how predictions of the model agree with available experimental
data, and a comprehensive treatment of the rafting phenomenon is proposed.

Thesis Supervisor: Dr. David M. Parks
Title: Associate Professor of Mechanical Engineering



ACKNOWLEDGEMENTS

I would like to express my sincerest gratitude to Professor David M. Parks for
his guidance and support during this project. Not only his uncommon knowledge
and understanding have always been offered when needed, but, most important,
his generosity and friendship have been an invaluable help through any difficult
situation.

I also extend my thanks to Professors Ali Argon, Rohan Abeyaratne and Mary
Boyce for their help through numerous discussions.

Thanks to my office mates, and to all the Mechanics of Materials research
group, for creating a nice working environment, for being always willing to lend a
hand, for keeping together our computer facility and for watering my plants when
I forget to.

A special thank to Mary Toscano, without whom this manuscript wouldn’t
exist. She is nice, patient and amazingly efficient: three qualities that rarely
coexist in one person.

I would also like to thank Leslie Regan and Joan Kravit for having always
been extremely friendly and helpful.

I think I should also thank Dr. R. G. S. P. Stringfellow. Thank you Richy
for having been always at my side, for your paramount help and support and for
having made my life worth living.

Finally, I would like to thank my mother and sister. I will have to do this in
Italian since my mother is still at her third English lesson and my sister has just
got a "C” in her latest English exam.

Grazie mamma e Carla per avermi sempre aiutato e incoraggiato anche quando
le mie scelte hanno portal~ dolore e sacrifici. Siete sempre nel mio cuore e questo
Master € per voi (e per papa se mi pué vedere in qualche modo).

This work was supported by the Ida Green Fellowship and by the M.I.T. Center
for Material Science and Engineering under National Science Foundation Grant

No. DMR-87-19217.



TABLE OF CONTENTS

Page
ABS T R AC T i i e e e 2
ACKNOWLEDGEMENTS ... i it et ettt e i e 3
TABLE OF CONTENTS ... it e ettt 4
LIST OF FIGURES ... e et ettt 6
INTRODUCTION ..ttt ittt et ettt ettt et e e 10
1. RAFTING IN 4 — 4’ Ni SUPERALLOYS ..ot 12
LI Introduction .......c.oiuiniiiiiiiii ittt ittt ii e 12
1.2 Experimental Observations ............ooiiiiiiiiiiiiiiiiiiinnennn. 17
1.3 Energy Approaches ..........c.iiuiiiiiiiiiiii i 22
1.4 Historical Review of Rafting Models ...................... oL, 25
2. THE FORCE ON A MATERIAL INTERFACE ..............c..cooiiue... 30
2.1 Introduction ..........ouinininiiiiii i e 30
2.2 The Energy Momentum Tensor in Continuum Mechanics ............. 33
2.3 An Expression for the Force on an Interface .......................... 36
3. NUMERICAL METHODS ...ttt e 42
3.1 Introduction ........oiiniiiiiiii i e 42
3.2 A Direct Approach: The Computer Program POSTABQ ............. 43
3.3 A Domain Integral Approach:

The Computer Program DOMAIN ................ccoiiiiiana.... 46
3.3.1 Historical perspective ...........coiviiiiiiiiiiiinneenenn.n. 46

3.3.2 Derivation of a domain integral expression
for the energy perturbation ....................... ... ... 47
3.3.3 Finite element implementation ............................. 50
4. ANALYSIS OF RAFTING ...t 59
4.1 Introduction ..........oiiuiiiiiiiiii i e e 59
4.2 Test Case: A Cylindrical Inclusion in an Infinite Matrix .............. 60
4.3 Problem Description ..........cco.iuiiiiniiiniininiiieenrienenenenn. 73
4.4 Elastic Analysis ........ccoiiiiiiiiiiiii it 80
4.5 Analysis of the Stress-annealing Transients............................ 93
4.6 DISCUSSION ...ttt e e e 139
8. CONCLUSIONS .ottt e e ettt 149
5.1 Summary of Results .......... ... 149
8.2 Suggestions for Future Study ............cooiiiiiiiiii i 150



TABLE OF CONTENTS

Page
REFERENCGES . ...ttt 151
APPENDIX I: The Computer Program POSTABQ .................c.oo.... 154
APPENDIX II: The Computer Program DOMAIN ........................... 218
APPENDIX III: The Computer Program GOODIER ...... e 264
APPENDIX IV: ABAQUS Input File for the Test Case: a Cylindrical
Inclusion in an Infinite Matrix ............. ..o 267
APPENDIX V: Typical ABAQUS Input File for the Elastic Analysis
ofay—4"Unit Cell .....oooiiiiiiiii e 275
APPENDIX VI: Typical ABAQUS Input File for the Analysis
of a Stress-Annealing Transient for a4y — ' Unit Cell ................... 280



LIST OF FIGURES

No. Page
1.1 Typical microstructure of the fully heat treated single crystal [30] .......... 13
1.2 Lattice misfit and its effect on the internal stress state ..................... 14
1.3 Directional coarsening of v’ precipitates [15] ..........ccociviiiiiiiiiiin.... 16
1.4 Effect of the initial microstructure on the coarsening process [24] ........... 19
1.5 Energy approaches ........c..cciiiiuiiiiiniiiiiii i 24
1.6 A schematic summarizing the effects of stress orientation on the stress

annealed shape of the 4/ precipitates [13] ............ccooiiiiiiiiiiit, 26

1.7 Correspondence between the model problem and the actual
MOTPhOIOGY .ottt e et 27

1.8 Map giving the conditions which lead to the lowest total elastic energy for
spheres (S) , plates normal to the stress axis (N) and needles parallel

to the stress axis (P). [11] ...oovvnininiiiiiii 29
2.1 Interface configuration ..............oiiiiiiiiiiiiii e 32
2.2 Variation in energy associated with a migration of the interface ............ 37
2.3 ™, as a driving force for shape evolution. .............. ... oL 40
2.4 Schematic plot of the force along the interface for 2-D models .............. 41
3.1 Finite element model of a boundary value problem ......................... 45
3.2 Definition of the domain of integration ................. ... 48
3.3 Finite element discretization of the interface .................... ... .. ... 51
3.4 Finite element discretization of the domain of integration .................. 55
3.5 Perturbation patterns ............coiiiiiiiiiiiiii i e e 56
3.6 Test for the accuracy of the numerical solution ............................ 58
4.1 Cylindrical inclusion in an infinite matrix .............. ... ..., 63
4.2 Relation between the profile of 7, along the interface and the tendency

toward morphological evolution ...................o il 64
4.3 Parametric study of , profile for:

§=01%; E,, =100 GPa;04 < E,/E, <20 .....cooviiviiiiiiii... 65
4.4 Parametric study of m, profile for:

6=0.1%; E,, =100 GPa; 0.1 < E,/E;, <100 ...ovoniiiiiiiiniiinann.. 66
4.5 Evolution map for an isotropic cylindric inclusion in an infinite matrix ..... 67

4.6 Parametric study of m, profile for:
6=-0.1%; E,, =100 GPa; 04 < E,[E;, <20 ..coooiiiiiiiiiiiiinin.... 68



4.7 Parametric study of m, profile for:

§=03%: E,,=100GPa; 04 < E,/E, <20 ...coooiiiiiiiiiiiiiii, 69
4.8 Schematic description of the cylindrical inclusion problem modeled,
with the boundary conditions indicated (r%/Lo, =1/20) .................. 70

4.9 Finite element mesh for the cylindrical inclusion problem modeled.
In this figure the bottom mesh (“near-particle” region) fits into

the indicated area of the top mesh (“nominal far-field” region) ............ 71
4.10 Comparison of analytical and numerical results

(for E,, = 200 GPa; E,/E,, = 0.5;0, = 1000 MPa; 6 = —0.1%) ........... 72
4.11 Finite element discretization of the unit cell ................... .. ... ... 74
4.12 Comparison of 7, profiles obtained with different choices

of mesh and/or numerical method .....................o il 75
4.13 m, profile for the elastic analysis of case 1 (MNMT) ....................... 82
4.14 m, profile for the elastic analysis of case 2 (MNMC) ....................... 83
4.15 m, profile for the elastic analysis of case 3 (TCT) ...............ooinntt. 84
4.16 m profile for the elastic analysis of case 4 (TCC) ..............c.coint. 85
4.17 my profile for the elastic analysis of case 5 (PLT) ................oociiit 86
4.18 T, profile for the elastic analysis of case 6 (PHT) .................. ... 87
4.19 m, profile for the elastic analysis of case 7 (MNMT nv) «.ovnenviiott. 88
4.20 , profile for the elastic analysis of case 8§ (MNMTwnprs) -ovnveveiintn. 89
4.21 m, profile for the elastic analysis of case 9 (TCTpars) «vvvvvvevveneeennn... 90
4.22 T, profile for the elastic analysis of case 10 (TCCpprs) .ovvvvvnvveeininn.. 91
4.23 m, profile for the elastic analysis of case 11 (PLT1s0) .....ocvvvvvvnnnn... 92
4.24 Contours of o1; due to misfit only (6§ = +.56%) for the alloy tested

by Miyazaki, Nakamura and Mori [16] ..............ccoiiiiiiiiiiiinat 97
4.25 Contours of 022 due to misfit only (6§ = +.56%) for the alloy tested

by Miyazaki, Nakamura and Mori [16] ..............ccoiiiiiiiiiiiin. 98
4.26 Contours of 03; due to misfit only (6§ = +.56%) for the alloy tested

by Miyazaki, Nakamura and Mori [16] .............coiiiiiiiiiii ... 99
4.27 Contours of o1; due to misfit only (6§ = —0.38%) for the alloy tested

by Pollock [25] .. .enni i e 100
4.28 Contours of o2, due to misfit only (6§ = —0.38%) for the alloy tested

by Pollock [25] <. vnereitie e e 101
4.29 Contours of o, due to misfit only (§ = —0.38%) for the alloy tested

by Pollock [25] . vneeeetie e e 102



4.30 Schematic representation of the evolution of the stress and strain

fields in the primary stage of the creep transient ......................... 103
4.31 Contours of ;P for the transient analyzed in case 1 (MNMT)

at creep time t = 0.011 sec. .....ooinriiiiiiii i e 104
4.32 Contours of ¢ for the transient analyzed in case 1 (MNMT)

at creep timet =446 8€C. ...t e e 105
4.33 Contours of €°P for the transient analyzed in case 1 (MNMT)

at creep time t = 63.47 S€C. ....ovuiiuiiiii i e 106
4.34 Contours of P for the transient analyzed in case 1 (MNMT)

at creep time t =50,000 s€C. .....cciiiiiiiiii i e e e e 107
4.35 Contours of € for the transient analyzed in case 2 (MNMC)

at creep time t = 0.011 seC. .....ovrriiiiri i e 108
4.36 Contours of ¢Z°*P for the transient analyzed in case 2 (MNMC)

at creep time t =3.86 s€C. ... ..ttt 109
4.37 Contours of €5 for the transient analyzed in case 2 (MNMC)

at creep time t = 252 SEC. . .v.itttiiii i e e 110
4.38 Contours of ¢ for the transient analyzed in case 2 (MNMC)

at creep time t = 50,000 seC. .........iiiiiiiii 111
4.39 Contours of 07, at the end of the analyzed transient for

case 1 (MNMT) oo e 112
4.40 Contours of o2, at the end of the analyzed transient for

case 1 (MNMT) o .inii e 113

4.41 Contours of oy; at the end of the analyzed transient for case 3 (TCT) ....114
4.42 Contours of o2, at the end of the analyzed transient for case 3 (TCT) ....115
4.43 Contours of 017 at the end of the analyzed transient for case 5 (PLT) ....116
4.44 Contours of o;; at the end of the analyzed transient for case 5 (PLT) ....117
4.45 Contours of oy; at the end of the analyzed transient for case 6 (PHT) ....118
4.46 Contours of g;; at the end of the analyzed transient for case 6 (PHT) ....119

4.47 Contours of oy, at the end of the analyzed transient for

case 9 (TCTpMs) ....................................................... 120
4.48 Contours of 093 at the end of the analyzed transient for

CaSE 9 (TCTPAIS) «vvveette ettt e e et aen 121
4.49 Contours of oq; at the end of the analyzed transient for

case 2 (MNMOC) ..ot e 122
4.50 Contours of o9, at the end of the analyzed transient for

case 2 (MNMOC) ..ot e 123



4.51 Contours of oy, at the end of the analyzed transient for

case 4 (TCC) ..ot e e e 124
4.52 Contours of ¢;; at the end of the analyzed transient for

T O ] ) 125
4.53 Contours of o1; at the end of the analyzed transient for

case 10 (TCCPMs) ...................................................... 126
4.54 Contours of o3, at the end of the analyzed transient for

€a8€ 10 (TCCPAS) «veeeeie ettt ettt et 127
4.55 Evolution of the m, profile during the stress-annealing transient for

case 1 (MNMT) .............. E e e 128
4.56 Evolution of the m, profile during the stress-annealing transient for

case 2 (MNMO) ..ottt e e e e 129
4.57 Evolution of the m, profile during the stress-annealing transient for

case 3 (TCT) .ovuinii i e e i 130
4.58 Evolution of the m, profile during the stress-annealing transient for

case 4 (TCC) ..ot e e e 131
4.59 Evolution of the m, profile during the stress-annealing transient for

case 5 (PLT) ..o 132
4.60 Evolution of the m, profile during the stress-annealing transient for

case 6 (PHT) ..ot e e 133
4.61 Evolution of the m, profile during the stress-annealing transient for

case 7 (MNMT[Nv) ..................................................... 134
4.62 Evolution of the m, profile during the stress-annealing transient for

case 8 (MNMTNMs) .................................................... 135
4.63 Evolution of the 7, profile during the stress-annealing transient for

Y T U N O 1) 136
4.64 Evolution of the 7, profile during the stress-annealing transient for

€aS€ 10 (TCCPALS) «voveeeet ettt ettt et ettt 137
4.65 Evolution of the m, profile during the stress-annealing transient for

case 11 (PLT]so) ....................................................... 138
4.66 A typical creep curve with corresponding micrographs which show

the development of directional coarsening [22] ........................... 144
4.67 Creep curve and corresponding changes in microstructure [23] ............ 145
4.68 A schematic diagram showing the m, levels at the end of the

primary stage of the creep transient ..................... ..o, 146
4.69 Evolution of A7y /0é for the analyzed creep transients ................... 147
4.70 Comparison of “Type P” and “Type N” evolution

curves for ATn/o8 ..o 148



INTRODUCTION

The mechanical and physical properties of any material depend critically on two
parameters. The first is its constitution: the overall composition, the number of phases
and their relative volume fractions and compositions. The second is its microstructure:
the shape, size and distribution of each phase.

The application of external loads to a multi-phase crystalline solid can significantly
alter its microstructure.

Limiting our attention to the most common case of a two-phase (ma-
trix/precipitate) alloy, an external stress can modify the morphology of the precipi-
tates, influence the precipitate coarsening kinetics and alter the relative stability of
the two phases.

The influence of the applied loading conditions on the morphology and stability
of the microstructure depends on the material parameters of the precipitate and of
the matrix, and on the magnitude and nature of the applied loads.

Since many of the properties of the alloy are determined by its microstructure, it
is of technological relevance to be able to predict microstructural development. The
microstructure evolution of the precipitate phase can be understood on the basis of
simple energy arguments. When the morphology of the microstructure evolves, it is
because there is a driving force for the change: the system is trying to lower its total
energy by modifying its configuration.

Obviously, the mere presence of a driving force does not guarantee that a change
will occur: the kinetics of the process will dictate the pace at which the structural
change will eventually take place. Nevertheless, quantifying the driving force for the
morphological evolution is still the essential first step toward a complete modeling of

the phenomenon.

In analyzing the evolution of the crystal microstructure, we can focus our atten-
tion on the migration of the interfaces between different phases: an evolution of the
microstructure corresponds to a migration of the interfaces. Thus we can think of the
driving forces for microstructure development as forces acting on the interfaces and
driving their migration.

The objective of this research has been to develop numerical techniques for the de-
termination of the forces acting on material interfaces, and to apply these techniques
to the analysis of morphological evolution in 4 — 4’ Nickel superalloys.

We will first describe, in chapter 1, the phenomenon that we intend to analyze:
an evolution of the morphology of 4’ precipitates in Ni-superalloys, which has been
termed rafting. We will present a brief historical review of the experimental observa-
tions and discuss the models which have been proposed in the literature.

In chapter 2 we will define, in a more rigorous context, the notion of force on a
material interface, and in chapter 3 we will introduce numerical techniques to evaluate

it.
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In chapter 4 we will apply these techniques to the analysis of rafting in 4 — 4’ Ni-
superalloys; we will compare the predictions of our model with available experimental
data and present a general discussion of the rafting process.

Finally, in chapter 5, we will draw the conclusions of this research and discuss
some suggestions for future studies.
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CHAPTER 1
RAFTING IN v -+ Ni-SUPERALLOYS

1.1 Introduction

Nickel-base superalloy single crystals are a class of two-phase precipitation-
sirengthened materials.

The microstructure consists of an fcc nickel solid solution matrix, 4, with NizAl
precipitates, 4'. The precipitate phase, an fcc intermetallic compound, is ordered and
coherent with the matrix and can constitute up to 70 percent of the volume of the
crystal. After complete aging the precipitates are distributed in the « matrix as a
stable periodic array of < 100 > aligned cuboids of fairly uniform size, usually in the
range of 0.2 - 0.5 pm in diameter (Figure 1.1)

Typically, a lattice parameter mismatch, é, exists between the v and 4’ phases:

a. — a
f=—"1—2 1.1
p— (1)
where a., and a.,, are the lattice parameters of the two phases.

In most commercial alloys the magnitude of the misfit is minimal (|é| less than
0.5%); nevertheless, since the matrix-precipitate interface is coherent, the lattice mis-
fit introduces a significant internal stress in the crystal (Figure 1.2).

The 4 — 4’ misfit, which is temperature-dependent due to the differing coefficients
of thermal expansion in the two phases, has remarkable effects on the evolution of
the morphology of the 4’ precipitates.

Nathan [1] observed that, during the aging treatment, the morphology change,
from spherical to cuboid, occurs at smaller sizes of the precipitates for higher levels
of misfit.

But the most dramatic effect of the magnitude and sense of the misfit has been
recognized in a phenomenon, called rafting, which has been observed by various re-
searchers during stress-annealing experiments or during creep tests at elevated tem-
peratures.

At high temperatures — above 900°C for most commercial alloys ~ the 4’ cuboidal
precipitates become unstable. The cubic 4’ particles link together to form rods and/or
plates (rafts).

When the crystal is annealed in the absence of an applied stress, the new lamellar
structure is randomly oriented along the three < 100 > cube directions, without
showing a preferential orientation (Figure 1.3(a)).

12



Figure 1.1 Typical microstructure of the fully heat treated single crystal [30].
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Figure 1.2 Lattice misfit and its effect on the internal stress state.
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When a tensile or compressive stress is applied along the < 001 > direction, the
morphological evolution of the precipitates exhibits a marked directionality. Two
different types of behavior for the coarsening of the precipitates have been observed:

— Type P (Parallel): the cuboids coarsen preferentially along the direction of
the applied stress: the precipitates assume the form of
plates which lie parallel to the stress direction. In al-
loys with small volume fraction of 4/, strings of 4’ cubes
can coarsen along the < 001 > direction and form rods
(Figure 1.3(b)).

- Type N (Normal): the cuboids coarsen preferentially along the directions
normal to the applied stress: the precipitates assume the
form of broad flat plates with their faces normal to the
stressed < 001 > direction (Figure 1.3(c))

Several rafting observations have been reported over the last two decades [2-
9,12,13,15-25]. According to these observations, different materials can coarsen in
opposite directions under the same loading conditions.

The lattice misfit was soon recognized as a key parameter controlling the rafting
behavior of the alloys.

Since the morphology of the precipitates strongly affects the mechanical properties
of the alloy, several studies have been carried out in order to model, predict and control
the 4" morphology evolution.

In the following paragraphs, we give a brief survey of rafting observations, identify
possible approaches to analyze the phenomenon, and discuss the models proposed in

the literature.
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(1) Rafted structure after annealing in absence of an applied stress.

(a) Isotropic Eehavior

(2) Rafted structure after stress annealing (the direction of stress is vertical in
the figure)

(c) “Type N” Behavior

PRI P nled
i
LT

Figure 1.3 Directional coarsening of 4' precipitates [15].
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1.2 Experimental Observations

Directional coarsening of the 4/ precipitates was first observed in commercial Ni-
superalloys after prolonged creep exposure [2-9].

These instabilities of the 4/ phase were viewed initially with some concern since
it was observed that they were generally associated with a reduction in the creep
resistance of the alloy [5,9,10,11]. This led to a number of theoretical and experimental
studies, toward a better understanding of the rafting phenomenon [12-15]. These
studies, which will be discussed in greater detail in paragraph 1.4, identified soriic of
the major factors related to the stress coarsening behavior, and suggested that rafting
of the 4’ precipitates could be essentially eliminated by reducing the vy — v’ lattice
misfit through careful alloy design.

In the early '80s, Pearson, Kear and Lemkey [18,19] presented an innovative study
where they demonstrated that directional coarsening significantly enkanced the high
temperature creep properties of an experimental alloy with an unusually high negative
value of the misfit (§ = —0.78%).

These results brought about a wave of renewed attention for the rafting phe-
nomenon. A number of investigations were undertaken concerning the actual de-
velopment, under different testing conditions, of the 4’ rafts and their influence on
the creep properties of the crystal [16-25]. The creep loads were generally applied
along the < 001 > crystal direction. While in most studies only tensile loads were
considered, in some experiments the effect ¢f compressive loads was also investigated.

Here we will briefly review some of the results of these observations, together with
the models proposed to explain the observed variation in creep resistance.

1. The rafts begin to form early in primary creep [17-24,27]. The time needed to
attain a fully-developed lamellar structure appears to be influenced by:

(a) the test temperature: the rate of directional coarsening increases when the
test temperature is raised [24];

(b) the applied load : upon increasing the magnitude of the applied load a
hastening of the rafting process is observed [24];

(c) the lattice misfit: under the same conditions of applied load and test tem-
perature, alloys with larger magnitude of misfit exhibit a higher rate of
directional coarsening [27];

(d) the initial microstructure: a fine microstructure with closely-spaced, small-
sized 7' precipitates considerably hastens the development of rafts [22].

2. The rafted configuration is very stable [18,20,22,24]. The average thickness of
the rafts is initially very close to the original v/ particle size [17-25]. As the creep

17



transient progresses, contradictory observations have been reported concerning
the evolution of raft thickness and interlamellar spacing.

Some researchers [22,24,25] report that the thickness of the rafts remains con-
stant up to the onset of tertiary creep and the interlamellar spacing also shows a
similar behavior, while other research groups [18,20,23] have observed a gradual
thickening of the rafted lamellae during steady state creep.

Differences in the alloy composition could be responsible for these discrepan-
cies: alloys with higer levels of refractory elements are characterized by reduced
diffusion rates so that, for these alloys, the thickening of the lamellae might be

hindered [24).

In tertiary creep the rafts become irregularly shaped , lose their perfect align-
ment and coarsen considerably prior to failure.

. The initial microstructure prior to testing can drastically affect the resulting
rafted morphology [18, 19, 21, 22]. An ordered, perfectly-aligned structure of
4" cuboids promotes a rapid formation of more perfect platelets with a high
aspect ratio. Since the initial thickness of the rafts basically coincides with the
original dimension of the 4’ cuboids, a finer initial microstructure will produce
a finer rafted structure. In contrast, if the initial structure is overaged, and is
characterized by irregularly-shaped 4’ particles, the raft morphology will appear
very irregular as well, with a very low average aspect ratio (Fig. 1.4).

. A characteristic feature of the stress-coarsened structure is the presence of net-
works of dislocations at the 4 — 4’ interfaces [17, 18, 19, 21, 23, 25]. These
dislocations are true misfit dislocations since their Burgers’ vectors are appro-
priate for relaxing the internal stress due to the misfit. Merging interfaces of
coarsening cuboids are usually deprived of dislocations [23, 25].

. Under low stress, at high temperatures, the operative creep mechanism involves
dislocation motion primarily in the 4-matrix with the mobile dislocations cir-
cumventing the 4’ particles which remain virtually dislocation-free [18, 19, 21,
22, 25]. Thus, v'-rafts with a high aspect ratio provide an ideal structure for
creep resistance because circumvention of the 4’ phase is eliminated. Signif-
icant creep can occur only by insertion of dislocations through the ordered
intermetallic 4’ phase, resulting in dramatically improved creep resistance [18,
19, 22]. Furthermore, the misfit dislocation networks at the v — 4’ interfaces
act as obstacles to the penetration of the dislocations inside the precipitates.

Under high stresses, at high temperatures, 7' particle shearing tends to become
the prevailing creep mode [18, 19]. For these loading conditions, a directionally-
coarsened structure may not be beneficial since one set of ¥ — 4’ interfaces is
essentially eliminated [24).

18



(1) Morphology of the precipitates prior to creep test

-

Figure 1.4 Effect of the initial microstructure on the coarsening process [24].
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We can thus think of two possible explanations for the earlier observations [5, 9, 10,
11] in which rafted crystals did not exhibit an improvement in their creep resistance.
First, in some studies the yield behavior of the alloy was investigated [11] so that the
tests were conducted at stress levels well inside the range in which 4/ particle shearing
is the predominant mechanism of creep. Second, for the tests conducted in the low
stress regimes, the overaged, irregular and coarser microstructure of the 4’ rafts in
these early alloys was easily circumvented by the dislocations in the v phase [22].

Finally, a number of observations concerning the direction of coarsening of the
7' precipitates under tensile and compressive creep loads applied along the < 001 >
crystal direction are schematically summarized in Table 1.1.

Here, assuming that the direction of the < 001 > applied load is as shown, we
graphically identify a “type N” behavior with a horizontal rectangle and a “type P”
behavior with a vertical rectangle.

The sign of the misfit of the alloy is also indicated. Note that in three cases (a, c, f),
two different signs of the misfit are given. For these cases, the first sign corresponds
to the value given by the authors in the referenced paper, while the second sign
corresponds to the actual sign of the misfit for the alloy at test temperature. In
particular, for the three cases:

(a) Tien and Copley [12, 13] state the value of the misfit of their alloy, Udimet-700,
as +0.02%, as measured by Oblack and Kear [16] at room temperature. This
value should be therefore corrected to obtain the value of the misfit at test

temperature.

In several studies [23, 27, 28], the expansion coefficients of the 4’ phase have
been found to be lower than those of the ¥ phase; this is consistent with the
long-range ordered structure of 4’ [29]. According to the data of Grose and
Ansell [28], we can infer that the value of the misfit of Udimet-700 at the test
temperature of 954°C is of the order of -0.3%.

(c) The value of the misfit given by Caron and Khan in [21] (4+0.14%) has also
been measured at room temperature. Fredholm and Strudel have subsequently
determined that the actual value of the misfit at test temperature is -0.33% [23].

(f) In [17] Carry and Strudel give a negative value for the misfit (- 0.4%). This
value has been corrected in a subsequent study [23] where the actual value of
the misfit has been found to be + 0.38%. The erroneous value reported in [17]
was probably due to an incorrect Burgers’ vector sign convention.

Since the sign of the misfit at test temperature plays a fundamental role in the
rafting behavior of the alloys, these misleading indications in the literature have
brought about a substantial confusion both in the interpretation of the experimental
results and in the modeling of the rafting phenomenon.
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1.3 Energy Approaches

The rafting phenomenon is an interesting example of how an externally applied
loading condition can influence the morphology evolution of the microstructure in a
multi-phase material.

The most puzzling point in this phenomenon is the marked directionality of the
coarsening process in presence of an applied stress. We can ask ourselves two basic
questions:

What are the parameters that affect the direction of rafting?

How can we predict, knowing the value of these parameters, the
rafting behavior of the material?

The evolution of precipitate morphology can be qualitatively understood by using
an energy analysis. Rafting is a spontaneous evolution of the microstructure; thus
we can conclude that it must be associated with a decrease in the energy level of the

system.

If we consider the original cuboidal morphology and the final rafted configuration,
the variation in energy, AE7T, associated with this variation in the microstructure,
can be roughly broken down into three terms:

AET = AE pom + AEg; + AEL, . (1.2)

Here, the first two terms, AE ., and AE;,;, account for, respectively, the vari-
ation in chemical energy and interfacial energy. They are most certainly important
terms that play a fundamental role in the coarsening process, but they “cannot dis-
cern among the three < 100 > crystal directions”. In other words, the value of these
two terms will be the same for all the rafted configurations shown in Fig. 1.3: they
are, giving to the word a broader meaning, isotropic terms and cannot account for
the directionality of coarsening under stress annealing. Thus the key to the problem
must lie in the third term, AEL,: the variation of the total elastic energy of the

system.

Since this is the only term which is sensitive to the direction of the applied stress,
we can infer that the directionality of rafting is controlled by a tendency to decrease
the total elastic energy EZL; which is given by the sum of the elastic energy of the
crystal plus the potential energy of the loading system.

If we express the total energy of the crystal as a function of the precipitate mor-
phology, the misfit, the applied stress, 0, and all the other parameters that charac-

terize the system:

ET = ET(y'_morphology, 6,0 ... .), (1.3)
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then we can think of two possible approaches to predict the morphology evolution of
the precipitates (Fig. 1.5).

A first approach can be termed an energy minimization approach: we calculate
the finite energy levels for different morphologies of the precipitates relative to some
reference state such as a homogeneous Ni-Al solid solution crystal. We then compare

the energy levels of the different morphologies under a certain loading condition and
infer that the system will evolve toward the morphology that corresponds to the

lowest value of the total energy.

An alternative approach can be termed an energy perturbation approach: we con-
sider the actual initial configuration with 4’ cuboids, and investigate the effect of a
perturbation of the morphology of the precipitates on the total energy. We can thus
determine the driving force:

_ —6ET
~ &4'_morphology

f (1.4)

which is acting on the system, and infer the most likely direction for morphology
evolution.

Note that, in both approaches, we implicitly assume that there exists a mechanism,
characterized by suitable kinetics, to accomplish the morphology evolution.

If we compare the two approaches on a schematic “total energy vs.
4'-morphology” graph (Fig. 1.5), the first approach corresponds to the determina-
tion of the minimum of the curve, while the second approach corresponds to the
determination of the slope of the curve for the initial morphology.

The first approach seems to be more suitable to study displacive transformations,
where the microstructure instantaneously switches to the lowest energy configuration,
while the second approach appears to be more easily incorporated in a kinetic model
to study diffusive transformations, where the morphology evolution is controlled by
the instantaneous value of the driving force as well as by the kinetics of the diffusion
process.

Historically, in the study of rafting, the energy minimization approach has been
more widely used, as we will briefly discuss in the next paragraph.

In our study we will instead follow an energy perturbation approach.
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1.4 Historical Review of Rafting Models

The first attempt to explain the rafting behavior through energy considerations
is due to Tien and Copley [13]. They observed the structure of the 4’ precipitates in
Udimet-700 and found that the sense and crystallographic orientation of the external
stress influenced the final rafted morphology of the 4 precipitates. Their observations
are graphically summarized in Fig. 1.6. The dotted cubes show the initial orientation
of the 4’ cuboids with respect to the direction of stress (vertical in the figure). The
shapes bounded by solid lines represent the aligned plates, parallelepipeds and cuboids
that result from stress annealing.

In the discussion of their observation, Tien and Copley gave only a qualitative the-
oretical analysis and could not draw quantitative conclusions regarding the influence
of elastic energy on the final particle shape.

A significant step in the understanding of the rafting phenomenon is due to Pineau
[14]. Since the evaluation of the total energy for the actual ¥ — 4’ microstructure is
extremely arduous, the calculations are drastically simplified by considering a parallel
model probler: in which a single, ellipsoidal inclusion, representing the 4’ phase, is
embedded in an infinite y-matrix. The fundamental idea behind this approach is
that there would exist a direct correspondence between the actual problem and the
model problem so that the results of the model problem could be directly extrapolated
to the real microstructure (Fig. 1.7). In other words, if for the model problem an
ellipsoid prolate in the direction of the applied stress minimizes the energy, then a
“type P” behavior is inferred for the actual microstructure, while if an oblate ellipsoid
minimizes the energy, a “Type N” behavior is inferred.

Pineau systematically applies Eshelby’s theory and calculates the energy of a solid
containing misfitting coherent precipitates of various shapes subjected to applied
stresses. Three shapes are considered: spheres, plates perpendicular to the stress axis
and needles aligned with the stress axis. Matrix and precipitates are assumed to be
elastically isotropic.

Based on these calculations, the most stable shapes (corresponding to the lowest
elastic energy), have been determined, and the final results are presented in the
graphical form shown in Fig. 1.8.

According to this map, the major factors which affect stress coarsening behavior
are the direction and the value of the applied stress, normalized by the elastic modulus
of the matrix, the ratio between the elastic moduli of the two phases, and the 7 - 4/
misfit. The derivations of Pineau have been generally accepted, for a certain time, as
the most satisfactory treatment of the rafting process.

Unfortunately, as noted by Fredholm and Strudel [23], the model considered by
Pineau leads to predictions that agree with the experimental observations summarized
in Table 1.1, only if it is assumed that the 4’ particles are stiffer than the matrix for
all the tested alloys. But for at least two cases [13, 15}, we have positive evidence
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Figure. 1.6 A schematic summarizing the effects of stress oricntation on the
stress annealed shape of the 4’ precipitates [13].
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that the precipitate phase is actually softer than the matrix so that Pineau’s map
predictions do not agree with the experimental data.

In order to obtain results more consistent with the experimental observations,
subsequent studies have tried to reduce the number of simplifications in the Pineau
model.

The Eshelby equivalent inclusion approach can be successfully applied to the study
of ellipscidal inclusions in anisotropic media, and models based on anisotropic elas-
ticity have been derived in a number of studies [15, 31, 35].

The complexity of the problem increases by an order of magnitude when a cuboidal
shape for the precipitate is considered. Faivre [33] has treated the problem of a single
cuboidal inclusion for isotropic media and Chang [35] introduced a method based
upon Green’s function techniques to study single cuboidal precipitates in anisotropic
media.

Regarding the actual periodic structure of the 4 - 4’ morphology, and the effect
of interaction energy between particles, Johnson [34] has considered the problem of
two spherical inhomogeneities under the influence of an applied stress and studied the
coarsening kinetics of the two particles; Jankowski, Wingo and Tsakalakos [32] have
modeled the periodicity of the microstructure by using a space and time-dependent
Fourier series; finally, Chang [35] has attempted, with partial success, to apply the
Mura trigonometric series method and the finite element method to treat arrays of
inclusions.

Still, no comprehensive model is available that accounts for the actual structure
of the crystal and gives predictions which explain all the experimental results.

The reasons for this failure lie not only in the inherent limitations of the Eshelby
inclusion approach: even a perfect elastic model of the real microstructure would not
yield correct predictions for the rafting behavior.

The essential common flaw for all the model proposed in the literature is that
the inelastic response of the y-matrix, due to dislocation motion, is always neglected
in the evaluation of the stress and strain fields. As mentioned in paragraph 1.2, a
network of misfit dislocations is always observed at the ¥ - 4’ interfaces during rafting.
The presence of these dislocations suggest that a localized “creep process” is relieving
the « - 4 misfit, altering the state of stress in the crystal. As will be shown in Chapter
4, only a model that takes into account this effect can successfully account for the
rafting behavior of Ni-superalloys.
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Figure. 1.8 Map giving the conditions which lead to the lowest total elastic

energy for spheres (S), plates normal to the stress axis (N) and
needles parallel to the stress axis (P). E,/En, is the ratio of the
Young’s modulus of the precipitate and that of the matrix, o, is
the applied stress and 6 the misfit between the precipitates and the
matrix. The domains where two or three shapes are indicated for
the particles are those where the difference in the corresponding

elastic energies is less than 0.1 E,, 6. [11)
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CHAPTER 2
THE FORCE ON A MATERIAL INTERFACE

2.1 Introduction

Consider a generic system whose configuration can be identified by a suitable
number of parameters £y,5;...0,. We can express the total energy of the system,
ET, as a function of these parameters:

ET = ET(1,2,...05:, ... Bn). (2.1)

Following the terminology of analytical mechanics and thermodynamics, we can
introduce the notion of generalized force conjugate to the ¢ parameter, f;, defined as

OET
fi= —a—ﬂ.-' (2.2)

Thus f;, which we may regard as the force acting on f;, is the rate of decrease of
the total energy with respect to the parameter 3;.

It is important to note that, in this definition, E7 is the total energy, i.e., the
energy of the system we are studying plus the energy of the environment with which
it interacts.

We will now restrict our attention to solid bodies with prescribed boundary con-
ditions.

We can expect, in the material of the body, departures from uniformity on various
scales which we may call imperfections. Examples on a microscopic scale are disloca-

tions, foreign atoms, vacant lattice points and grain boundaries. On a macroscopic
scale, there might be inclusions of one phase in another, cavities and cracks.

If the boundary conditions are held constant, the total energy of the system (the
energy of the body plus the potential energy of the loading device) is a function of
the set of parameters necessary to specify the configuration of the imperfections.

Thus, following the general derivation, we can define the force on a gliding dislo-
cation, on an extending crack, or on a growing cavity.
For the particular case of inclusions and precipitates of one phase in another, such

as martensitic plates in ferrite or 4’ precipitates in a 4 matrix in Ni-superalloys, if
the two phases are uniform within themselves, we can consider the interface itself to

be the imperfection.

If C* is a reference configuration for the interface, we can characterize any other
configuration, C, in terms of the normal displacement of the interface, {5, with respect

to C* (Fig. 2.1).
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Thus the energy level ET is determined by the parameter, £,, which is a function
of the position & along the interface:

ET = E"(¢a(3)) (2.3)

It is then straightforward to define a normal force acting on the interface, m,
which is work-conjugate to &y, as:
—0ET
T 5?‘ = . 2.4
It is possible to express this generalized force, T, in an extremely convenient form
using a quantity whose interesting features were first recognized by Eshelby [36], and
which is therefore known as Eshelby’s Energy Momentum Tensor (EMT).

In the following paragraphs, which closely follow the derivation presented by Es-
helby in [37], we will first describe the mathematical process which generates the
EMT, then we will discuss some physical interpretations and derive an expression for
the force on a material interface.
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Figure 2.1 Interface configuration.
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2.2 The Energy Momentum Tensor in Continuum
Mechanics
We will derive an expression for the EMT in the framework of finite deformation
theory with a hyperelastic stress-strain relation.

Rectangular Cartesian coordinates X are used to label the position of material
particles in the initial state.

If u; is the displacement field, the final position of the particle, in the same coor-
dinate system, will be z; so that

Uy =1, — .\’,’. (25)

As a stress measure, we use the nominal Piola Kirchhoff stress, pij, so that, if W
is the Lagrangian strain energy density,

o

pi; = (l)ll,"j. (26)
The equilibrium condition is
Ipi;
bi = 0i7 2.7
ax, +p (2.7)

where b; are the body forces per unit mass (which will include the D’Alembert inertial
force in dynamic problems), and p is the mass density referred to the initial volume.

We will consider the general case in which the strain energy density, W, depends
on the gradient of the displacement field w; ; and also explicitly on the X,,:

W = W(uj; Xm). (2.8)

This explicit dependency on X,, allows us to consider material inhomogeneities

(regions with varying elastic constants) as well as states of internal stress characterized
by the presence of eigenstrains e?;-(Xm).

Here, with the term eigenstrains we indicate all such nonelastic strains as those

associated with thermal expansion, phase transformation, creep, plastic flow, and

lattice misfit [38].

For the elastic calculations of the force on a material interface, we will consider
these strain fields as “frozen” in the material, i.e., the eigenstrain field will depend
only on the location X,,.

Under these conditions it is perfectly equivalent to regard e,-T]- as an extra field
variable or to absorb the e?;-dependence of W into its explicit dependence on X,,.

If we substitute Eq. (2.6) in (2.7), we obtain an alternative form of the equilibrium
equations
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a_ ow

X, oy, — P (2:9)
At this point we need to distinguish the gradient of W,0W/dX;, defined by
- - - aw
WX +dX)=W(X)+ =— ax, =—dX; + o(dX;)?, (2.10)

from the explicit partial derivative of W with respect to Xj,

oW = OW (uii Xm) u;; = const. (2.11)

(S5 Jex
2 0X; X;n = const. m # 1.

The gradient of W is thus given by

oW  OW Bu, (aw)
3/\’;, 6u,,6)\,, 6X xpe

Noting that u; jx = u;x; and using the rule for differentiating a product, we obtain

W 9 oW 9 ow oW
X - axj(au‘_‘jui.k) 6X (a 'J) +(6X )exp‘ (2.13)

Substituting (2.9) and (2.6) in (2.13), we have

(2.12)

0 ow
ax. Wik — pijuin) = (55 X, Jexp + pbitti k. (2.14)
J

We can now introduce the Energy Momentum Tensor, P, whose components are
given by

ij = Wﬁkj - p,-,-u,-,k, (215)
so that eq. (2.14) reads
OP; _ OW
BXJ - (an )exp + pbtut,k‘ (2'16)

Thus the divergence of P vanishes wherever W does not explicitly depend on X,
and there are no body forces.

Note how, for a more concise notation, here we have incorporated the ¢;; -dependence
of W into its dependence on X,,; if we regard e as an extra field varlable, then

W = W(u;; eg(Xm);Xm). (2.17)
We can expand (%%)exp into two contributions:
T
ow ow oW 0Oe,,, (2.18)

(m)exp = (6—Xk)inhom + 3T 3%,
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where the first term accounts for material inhomogeneities as well as, in a more general
context, for any effect due to space gradients of clastic constants (e.g., temperature
dependence of clastic constants associated with a temperature gradient).

An interesting interpretation of the physical meaning of P can be derived if we
consider an elastic body subject only to surface loading (with no hody forces), con-
taining a certain number of imperfections Iy, I, ... .. These imperfections might be
inhomogencitics, inclusions with an cigenstrain, point defects, etc. We assume that,
apart from these imperfections, the remaining material is “good” clastic material
where

ow

(m)exp = Ok- (2.19)

If the generic defect I suffers a small translation 65, there will be a variation in
the total energy of the system

SET = — 86, fi, (2.20)
where fis the generalized force acting on /.

It can be proved [37] that the components of fare given by:

fi= [ PudS;, (2.21)

where S is any surface surrounding I and isolating it from all the other imperfections,
and dS = dS7 is the oriented surface element with 7 being the unit outward normal
to the surface. Note that S can be chosen arbitrarily, without altering f, only as long
as it remains in “good” material where (2.19) holds.
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2.3 An Expression for the Force on an Interface

We are now concerned with the special case where the imperfection is represented
by the interface between an inclusion, Q, and an otherwise homogeneous medium
which we will call the matriz, D (Fig. 2.2). We limit our attention to coherent
interfaces, for which the displacement field @ is continuous at the interface. The
inclusion may have elastic constants differing from those of the matrix, and the body
may be subjected to an eigenstrain field, €7, which might be discontinuous across the

interface.

We will derive an expression for the generalized normal force acting on the interface
as a result both of the internal state of stress, due to the eg-ﬁeld, and of the externally
applied loads. This quantity will be a measure of the force driving the migration of
the interface.

Consider a reference configuration for the interface, 5*, and an infinitesimal mi-
gration to a current configuration S (Fig. 2.2). The migration can be specified by a
small vector 0§ at each point of S*.

We want to evaluate the change in the total energy of the system, §E7, as a result
of the migration S* — S. We can obtain our result with the help of a sequence of
imaginary steps which simulate the migration.

We start with the interface in the S§* configuration, a displacement field @* in
the body (@*P in the matrix, @*? in the inclusion), and we want to end up with the
interface in the S configuration and a displacement field # in the body (@ in the
matrix, @% in the inclusion).

Step 1. We cut out and remove the “D-material” which lies in the region between
S* and S, and apply suitable surface tractions to the “hole” to prevent relaxation.

The variation in energy for step 1 is
6Ef) = - [ sg;wPds;, (2.22)

where d§ = dS7, with 7 being the unit outward normal to the interface (from
to D: see Fig. 2.2), and WP is the elastic energy of the “D-material” that we are

removing.

The displacement on the boundary, S, of D is now u}P + 6€;u;f and the traction
is p(—dS;) + o(dg;).

Step 2. We bring the displacement field at the boundary of D to its final value
@P. The variation in energy is:

6B = — [[uP - (wi® + 66u;2)IpBdS;. (2.23)
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Figure 2.2 Variation in energy associated with a migration of the interface .

37



Step 3. We allow the material that we have removed to transform from “D-
material” to “f2-material” and we put it back in place.

The variation in energy is then
§EL, = / 5¢;W1dS;. (2.24)

The displacement on the boundary S of Q is now u}? + 6£,u;f and the traction is
pdS; + o(d¢;).

Step 4. We alter the displacement of the boundary of § to its final value, @9,
with a variation in energy:

6By = [[uf - (u® + 66 )pllas;. (2.25)

Note that if the transformation from “D-material” to “Q2-material” brings about
a variation in chemical energy, we should also include a term

hem

SET = [ 6¢,(WS — WDP)dS; (2.26
[ J o [} J

where (W — WP) is the work required to transform a unit volume of unstressed D
into an equal mass of unstressed ).

Furthermore, if a surface energy v;n¢ is associated with the interface, the displace-
ment of the boundary brings about a variation in energy:

6ET, = [ 8¢mmKds;, (2.27)

with K = 1/R; + 1/R;, where R;, R, are the local principal radii of curvature of the
surface.

As previously mentioned (paragraph 1.3), in order to give an explanation for the
directionality of rafting we can actually restrict our attention to the variation of the
total elastic energy 6E',7,3'L(= JEE";) + 5E(7;) + 6E(T3) + 5E(€)) so that we will neglect the
chemical and interface energy terms in the following derivation. Thus, the expression
for the force acting on the interface m,, that we will derive in the following section,
actually gives only the “elastic contribution” to the force on the interface.

Chemical and interface energy terms should, however, be included in more general

applications.

Since # is continuous across the interface, we have uP? = uf and w2 = w9 for

each element dS;. Also, the traction vector p;;dS; is continuous at the interface, so
that on adding the four contributions (2.22, 2.23, 2.24, 2.25), we obtain the total

variation:
§ET, = — /S B {(WPby; — pijuby) — (W% — pijul)}dS;,  (2.28)
and, using the definition (2.15),
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SEL, = — /S _86(PD — PR}dS;. (2.29)

It is natural to choose the direction of 55 normal to the interface: 6{: oéntt. If we
use the notation [A] to denote the discontinuity of the generic quantity A across the
interface, we can recast Eq. (2.29) in the form

§EL, = — /S 8€a(nk[Pi;]n;)dS. (2.30)

If we compare Eq. (2.30) and Eq. (2.4) we can easily see that Eq. (2.30) is
equivalent to the statement that there is an effective normal force per unit area of

the interface of magnitude

™ = [ Pijln;, (2.31(a))
or, if we substitute expression (2.15) for P,
6U,’
™= [W] - t;[%-], (2.31(b))

where t; = p;;jn; are the components of the traction vector { at the interface and d/0on
denotes spatial differentiation along the normal direction.

Note how, throughout our derivation of 7, we have never needed to invoke con-
dition (2.19). This means that expressions (2.31) for 7, hold also in the presence
of eigenstrains e?;- and body forces b;. In fact, we will actually use these expressions
to evaluate the elastic driving force for morphology evolution of 4’ precipitates in
Ni-superalloys.

We will first perform our calculations for merely elastic fields in which the only
eigenstrain is due to the vy — 4’ lattice misfit, then we will follow the evolution of the
force on the interface during a stress-annealing transient where creep strains set in,
so that the eigenstrain field will be the superposition of the initial misfit field and of
the creep field.

Before concluding this paragraph, it is perhaps appropriate to emphasize that m
is an extremely convenient measure of the elastic driving force for the evolution of
the inclusion shape.

A nositive value of 7, (Fig. 2.3) means that the total elastic energy will be reduced

if the interface migrates outward, thus indicating a tendency for the inclusion to grow.
Conversely, a negative value of m, indicates a tendency for the interface to reduce its

volume.

We can construct graphs of the distribution of 7, over the interface; in particular,
if we limit ourselves to 2D-problems, we can plot the value of 7, as a function of the
arclength along the interface (Fig. 2.4).

We will introduce numerical methods to calculate 7, in Chapter 3, and in Chapter
4 we will apply these methods to the analysis of rafting in ¥ — 4’ superalloys.
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Figure 2.4 Schematic plot of the force along the interface for 2-D models .
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CHAPTER 3
NUMERICAL METHODS

3.1 Introduction

In Chapter 2 we have defined a quantity, 7, which provides direct information on
the driving force for morphology evolution of multi-phase materials. If we examine
expressions (2.31), we can notice how the force on the interface can be obtained
directly in terms of elastic field quantities evaluated at the material interface. This is
indeed an extremely convenient feature of this approach, since we have an instrument,
the Finite Element Method (FEM), that allows us to evaluate the elastic field around
a material interface, for virtually any kind of morphology of the system, material
constants, applied loads and internal stress state (eigenstrain field).

Throughout this thesis, the finite element program ABAQUS [39] has been used,
so that, even if the methods are general, the software has been specifically developed
to postprocess ABAQUS results.

For the present applications, we can limit our attention to small-deformation
analysis, so that we can substitute the nominal Piola Kirchhoff stress, p;;, with the
Cauchy stress o;; and the expression for the EMT becomes

P; = W(Skj — OjU; k. (31)
The elastic strain energy density will be given by
W=W(e) = J/o aiides;, (3.2)
where
6?]- = €5 — C;f"j (33)

is the elastic part of the strain tensor ¢;;:
1
&ij = 5(tij + uji). (3.4)
In this chapter we will first describe an extremely direct method to evaluate m,,
then we will illustrate an alternative method which utilizes a domain integral repre-

sentation for the energy perturbation §E%; of exp. (2.30), and discuss its numerical
implementation.
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3.2 A Direct Approach: The Computer Program
POSTABQ

Consider a generic boundary value problem (BVP) for which we intend to evaluate
Tn at the interface of an inclusion 9 (Fig. 3.1(a)). We first build a finite element
model for the BVP, discretizing the domain under examination and applying appro-
priate boundary conditions (Fig. 3.1(b)). This model represents the input for the
structural finite element code, ABAQUS, which will solve the BVP. ABAQUS pro-
vides, in output, values at nodes and integration points for the elastic energy density
W, the displacement field & and the stress tensor o. Thus, one simple way to calculate
the force on the interface would be to postprocess the ABAQUS output file, evaluat-
ing the quantities [W], %, [2Z], and substitute these values in expression (2.31(b)) to
directly obtain 7y,.

This method has been implemented in the computer program POSTABQ.
The program POSTABQ has been conceived as a multi-purpose postprocessor for
ABAQUS. The current version of the program can handle only 2-D problems with
second-order eight-node isoparametric elements, but has been structured so that its
applicability can be easily extended to cope with 3-D geometries. The user supplies
a set of nodes (by way of their number in the F.E. model) which define a “path”
— in our case the path will be the interface — and the program evaluates the path
geometry: curvilinear coordinate and normal vector to the path, topology and con-
nectivity of the elements around the path, etc. Then the user asks the program to
perform a sequence of operations on a certain number of selected field variables along
the path. These operations can include reading the quantities from the ABAQUS
file and storing them in local arrays, evaluating gradients of scalar and vector fields,
evaluating the components of vectors and second order tensors in a rotated reference
frame, evaluating the dot product of vector and tensor fields with the normal to the
path (thus calculating the normal component of these quantities), and printing the
results of such operations in an ASCII file.

The user can also program a user-subroutine where he can process the quantities
resulting from the previous operations. Thus, in order to calculate 7, on the interface,
the user will

(a) provide an ordered list of the nodes along the interface;
(b) require the program to:

e read and store the values of the strain energy density W;

o read the values of the stress field and evaluate the components of the
traction vector

t,' = Oy;nj,
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e read the value of the displacement field @, evaluate the gradient of the
displacement field Vi, and evaluate the derivative of @ along the normal

direction:
3u.-
T = Wil
(c) write a user subroutine where the results of the previous operations are combined
to obtain
6u,~
= [W] - t;[—
Tn [ ] t[ on

at all nodes along the interface.

The listing of the program POSTABQ is given in APPENDIX 1.

The advantage of this method lies in its simplicity and therefore in the limited
amount of calculations required. Unfortunately, it has one main drawback: since the
evaluation of , directly relies on the determination of elastic field at the interface,
we can expect that our results will be affected by some numerical noise. The area
adjacent to the interface is in fact directly affected by numerical disturbances arising
from the discontinuity of the elastic field. Extremely refined meshes, therefore, are
required o limit this effect. An alternative approach which can overcome this kind
of difficulty will be presented in the next section.
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(b) Finite element model

(2) Boundary value problem

Figure 3.1 Finite element model of a boundary value problem



3.3 A Domain Integral Approach: The Computer
Program DOMAIN

3.3.1 Historical perspective

The J-integral, introduced by Eshelby [45] together with a number of other path-
independent contour integrals, has quickly become one of the most-used crack param-
eters in fracture mechanics.

Its role in the context of nonlinear fracture mechanics was introduced by Rice
[40, 41] who has interpreted J as a measure of the intensity of the crack tip field: if
evaluated on a contour placed within the region of HRR dominance [42, 43], the value
of J serves as a unique scaling amplitude for the HRR singular fields. The initiation
of crack growth in plastically deforming bodies can thus be correlated with a critical
value of the J-integral.

The reason for the “success” of the J-integral lies mainly in the mentioned property
of path-independence: the integrand is divergence-free for a material that admits a
strain energy function, so that the J-integral has the same value for all open paths
beginning on one face of the crack and ending on the opposite face. This feature plays
an important role since it allows a direct computation of the strength of crack tip
singularities by evaluating the integral in regions remote from the crack tip, where
the numerical field solution is more reliable.

With the help of weighting functions, the J contour integral can be recast into a
finite domain volume integral. This alternative formulation is naturally compatible
with the finite element method.

In fact, the domain-approach first appeared already cast in its finite element im-
plementation: the Virtual Crack Extension (VCE) technique, introduced by Parks
[47], actually corresponds to a finite element formulation of the domain integral ap-
proach. By the VCE technique [48, 49, 50], accurate pointwise values of the energy
release rate can be obtained.

This method has been interpreted in a somewhat more general context by de-
Lorenzi [51, 52], who has obtained a more compact continuum formulation of the
VCE technique.

The use of domain integral techniques in fracture mechanics has been subsequently
addressed in several studies [44, 46, 53, 54], where thermal loads and kinetic energy
have been rigorously incorporated in the formulation.

Here we present a straightforward extension of this methodology, which will allow
us to evaluate the force acting on a material interface.

We are led to this approach by the same reasons which have brought about the
use of contour and domain integrals in fracture mechanics. We must deal with a
structural discontinuity (in our case, the interface; in fracture mechanics, the crack),
which locally affects our numerically-determined field solutions. Thus we need to
develop a formulation in which the desired local quantities are expressed in terms of
the field solution in regions as remote as possible from the discontinuity.
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In the next section, 3.3.2, we present a derivation of the domain integral expression
for the energy variation, §ET,, that corresponds to a migration of the interface. We
then outline in Section 3.3.3 the finite element formulation of the domain integral
method to determine the force on the interface. In Appendix II, we give the listing of
the computer program DOMAIN in which this methodology has been implemented.

3.3.2 Derivation of a domain integral expression for the energy
perturbation

Let S be the interface separating an inclusion €} and an otherwise homogeneous
medium (Fig. 3.2(a)). If @ is the unit outward normal to the interface, we can define

a perturbation of the interface 6{ in terms of its normal component 8¢, as

8(2) = 8¢a(#) (), (3.5)
thus 5{ is a vector quantity defined at all locations & along the interface.

In section 2.3 we have derived an expression for the change in the total energy,
6EL, , associated with the perturbation &¢:

SET, = L 8€:[PisIn;dS. (3.6)

Let S* now be any surface completely surrounding S, and S~ any surface com-
pletely surrounded by S, as illustrated in Fig. 3.2(b). It is also assumed that the
volume between S* and S~ is simply connected. In order to develop a volume integral
expression for EZL; , we first introduce the vector field § defined over the domain V
enclosed by S~ and S*. The vector field §'is defined so that it satisfies the following
requirements:

-

(a) 4¢(Z) = 6£(%); if 7 identifies a point on S;

(b) §&) =0 if Z identifies a point on S*or S~; (3.7
(c) q(@) is a smooth function in V.
Then (3.5) can be written as
6EE, = - [ ¢(@)[Pylnsds. (38)
We can recast (3.8) in the form
SEL, =TI" 41", (3.9)
where
It=— fs gPn;dS (3.10(a))
I~ = [ aP;njds, (3.10(5))
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with P} being the EMT on the “plus side” of the interface (Fig. 3.2(b)) and P the
EMT on the “minus side”.

Now consider the expression (3.10(b)) for I~; if we indicate with V~ the domain
delimited by S~ and S, and with 3V~ the boundary of V-, since ¢ vanishes on S~
we can write:

I~ = /W_ ¢ Pyn;dS (3.11)
and, applying the divergence theorem:
1= [ (P, dv (3.12(a))
or
17 = [ (Ptis + Pua)dv. (3.12(8))

In section 2.2 we have derived expression (2.16) for the divergence of P. If we
substitute (2.18) in (2.16), we obtain

oW OW BeT
Pj; = (E)inhom + 5T )

Using definition (3.2) for the strain energy density and substituting for the elastic
strain (3.3) we obtain:

+ pbkuk,.- (313)

aw ow
aCT = —86 = —Omn (3.14)
so that:
ow
Pij; = (ﬁ)inhom - Umne,ﬂ,,,,- + pbiuy,;. (3.15)

If the material within the domain V'~ is homogeneous ((OW/0X;)inhom = 0;), we
have:

I = /V_{P;jq;,j + (pbrur,i —Umnfﬁn,.')%}dv- (3.16)
We can perform an analogous sequence of operations on I :
+ _ Ptm. 3.
1t = [ aPfmjds, (3.17)
where V* is the domain delimited by S and S*,3V* is its boundary, and 772 is the
unit outward normal to dV* (7 = —7 on §).

By applying the divergence theorem and substituting for P;;;, if the material
within V1 is homogeneous, we obtain:
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1+ = ./V+{Pijqi'j + (pbkuk,; - am,,c:m',.)q;}(lv. (318)

Substituting (3.16) and (3.18) in (3.9) and noting that V = V* 4+ V-~ we obtain

6B = [ {Puti + (pbitin = Gmnci )}V, (3.19(a))

or
§EL, = /V{(an'.i — Okukii;) + (pbrtii — Omner, )gi}dV. (3.19(d))

We have thus obtained a volume-integral expression for 6 EE;. Note how, as long
as the ¢-field and the domain V are chosen so that requirements (3.7) are satisfied,
expressions (3.19) will give us the same value for §EL, for any choice of the domain
V. This invariance of the domain integral representation of §EL, with respect to
variation in domain size and shape will provide a useful independent check on the
consistency and quality of our numerical calculations. This is indeed another attrac-
tive feature of the domain integral approach.

If we substitute expression (2.31(a)) in (2.30) we have
S§ET, = — /S 860 TadS; (3.20)

if we equate the right hand side of Eq. (3.20) and (3.19) we have

_ /S SbnndS = /V ((Waii — oksunidi;) + (pbsties — Omnel Jai}dV.  (3.21)

The desired quantity, 7,, appears on the left-hand side, while we can evaluate the
expression on the right-hand side in terms of known field quantities: W, o, u, b, el.

In the next section, 3.3.3, we will describe how, with an appropriate choice of the
perturbation field (6¢ and §), we can extract local values of m, from Eq. (3.21).

3.3.3 Finite element implementation

We will discuss a numerical implementation of the domain integral approach, for 2-
D configurations, within the context of the displacement finite-element method using
biquadratic Lagrangian shape functions.

We define on the interface S, N nodes and M biquadratic (3-nede) isoparametric
elements (Fig. 3.3(a)). For each element we can identify an isoparametric coordinate
n — as shown in Fig. 3.3(b) — and define the basic shape functions:
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Figure 3.3 Finite element discretization of the interface.
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N'(n) = gn(n = 1)
N*(n) = (1-9)(1+17)
N3(n) = %n(n+ 1).

Throughout our presentation, superscripts refer to the element nodal point number
(as in Fig. 3.3(b)), while subscripts refer to the global node/element number along

S.

We can express the value of any quantity, g, at location 7 along the element j in
terms of the nodal values of g and of the shape functions:

g(n) = N'(n){g');, (3.22)
where the summation convention is implied also for superscripts and (g*); is the value
of g at node 7 of element j.

In particular, if s is the curvilinear coordinate along .S, we have

s(n) = N'(n)(s'); (3.23)
and
ds = -Z—;s;dn = %(s")jdn. (3.24)
We can also write:
Ta(1) = N*(n)(7a)i (3.25)
86n(n) = N*(n)(8);- (3.26)

We can then recast Eq. 3.20 in the form

M 1 . . m
sER = 3ot [ VRN ) ), (32)

where we have extended the summation to all the elements of S and we have sub-
stituted the area element dS with the line element ds since we are modeling 2-D

problems.

Now consider N different patterns for the perturbation 6y, defined so that, for
the p* perturbation pattern (Fig. 3.5(a)):

(6én), = 1 at the p** node
(6én)p = 0 at all other nodes.
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If we write Eq. (3.27) for the p** perturbation, only the elements j, to which node
p belongs will give a contribution to the p** perturbation in energy 6E£Lp, so that we
obtain

6EE, = A~ [ NN 03 (rd)s, (s, (3.28)

where we are summing only over the elements j, which contain node p and [ is the
position of node p in element j,,.

We can also write (3.28) as:

) ~ 1 i, ydAN™
6881, = Slrilale™li{= [ MmN ()= ~dn), (3.29)
Jp
and introduce the notation
lim _ L i (dAN™
Bin =~ [ Nm)N'(n)=g—dn (3.30)

The quadratic form B"™ can be explicitly evaluated for all combinations of indices.
The resuits are shown in Table 3.1. Eq. (3.29) can then be written in a more compact

form as

6EL, = Yo(ridyls™);, B (331)
Jp
If we write the same expression for all the N possible patterns, we obtain a system
of N equations in the N unknown 7, nodal values:

MprTa, = 6E£L,’ (3.32(a))
or, in matrix notation:
[M){m} = {8EE.}, (3.32(3))
where
{6EE,} is the vector of the energy perturbations, 6E£Lp
Tn, is the nodal value of 7, at node r
M,, is the p,r component of the coefficient matrix [M] which is given by:
M, = 3 [s™};,. B"™. (3.33)
Jp.r

Here the summation is extended only to the elements j,, which contain both node r
and node p (if r # p there will be only one element) and ¢ is the position of node r

in element j, .

We can thus easily construct the coefficient matrix [M] from Table 3.1 and the
curvilinear coordinates of the nodes.
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Table 3.1
B'* Values

Blll —- 1/3 Bxxz=_2/5 Bua= 1/15
B =1/5 |B¥=-4/5|B'®=1/15
B =8/15 | B3 =0 B*3 = -8/15
B3 = _-1/30 | B3 =0 B3 =1/30
B®' = _1/15 | B =4/15 | B3 = -1/5
B3 = -1/15 | B =2/5 | B3 =-1/3

To obtain the values of 7, from system (3.32) we need now to evaluate the right-
hand side vector {§E%,}. Consider a finite element discretization of the region sur-

rounding the interface, as shown in Fig. 3.4(a).

We use 2-D isoparametric 8-node elements, for which the nodal point numbers are
shown in the isoparametric (7, ¢)-space in Fig. 3.4(b). The 2-D domain, V, around the
interface can now be defined by considering a certain number of layers of elements
around the interface as shown in Fig. 3.4(c). We can evaluate numerically each
éEng, integrating expression 3.19(b) over V. We first define the perturbation field

((; ), associated with the p* pattern of interface perturbation (8£p),. We can express
the (¢'), field in terms of nodal values (¢ *),and 2-D biquadratic shape functions as

(@)p(1:¢) = N¥(m, ()T *)s (3.34)

where N*(n,() are the 2-D shape functions expressed in terms of the isoparametric
coordinates (7,() (See Table 3.2). The nodal values of the p** perturbation field,
(¢ *)p, can be chosen freely as long as

1. (%), =1-7, at node p on the interface
2. (7*), = 0 at all other nodes of the interface
3. (7 *), = 0 at all nodes along the boundary of V.

A possible choice for the nodal values (¢’ *), is shown in Fig. 3.5(b).
Table 3.2
2-D Shape Functions
N0 = (-1/9)(1-n)1 -1 +n+()
N, Q)= (~1/4)(1+n)(1 -1+ n+()
N3(m,¢) = (-1/4) (1 + )1+ )1 +7~-)
N0, ) = (-1/9)(1 -1+ (1 +n-)
No(m¢) = (1/2)1 - n)(1 + 7)1 - ()
N8(n,¢) = (1/2)(1 = Q)1 + 7)1 + )
N(n,¢) = (1/2)A - n)(1+n)(1 + ()
Ne(n,0) = (1/2)(1 -+ (1~ n)
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Figure 3.4 Finite element discretization of the domain of
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(a) Interface perturbation (6én),

(b) Perturbation field: ('),
(only the nodes for which
the vector § ¥is
indicated are perturbed).

Figure 3.5 Perturbation patterns.
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The integral form (3.19a) can now be written as

5E£Lp = zv:/_: /_l1 [Pij(gis)p + {pbrux — amncan,o'}(qi)p] | J | dnd, (3.35)

where the sum is extended to all elements in V, and | J | is the determinant of the
Jacobian matrix:

_0z0y Oyo=
1= 53¢ ~ 3 3¢ (3.36)

The integrand in (3.35) is, for each element, a function of the isoparametric coordi-
nates ,( :

F0,€) = Pij(qis)p + {pbrtins — Omntmn i }@i)p | J |, (3.37)

so that each of the integrals can be evaluated numerically, e.g., by Gauss quadrature:

[ [ Fn,0)inde = S S Wi F i), (3.38)

where F(7;, (;) is the value of F at integration point (2, j) and the W;, W; are weights
for Gauss quadrature.

Thus, if a finite element analysis has been performed on the body, we caun calculate
the values of F at the integration points of the elements inside V, substitute these
values in (3.38) and apply (3.35) to evaluate the right-hand side of system (3.32).

As we have already mentioned in section 3.32, we can use the invariance property
of the domain integral expression for §EZ; as a check for the quality of our numerical
calculations.

We can consider several choices for the domain of integration, V, and/or for the
form of the perturbation field ¢’ (See Fig. 3.6).

For each of these choices we can evaluate the RHS vector {§E%;} and solve the
system (3.32) for the force on the interface {ry}.

Differences in the values of the {m} vectors can be regarded as a measure of the
numerical error in the solution.

This method has been implemented in the computer program DOMAIN for which
a listing of the symbolic code is given in Appendix II.
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CHAPTER 4
ANALYSIS OF RAFTING

4.1 Introduction

The numerical methods described in Chapter 3 allow us to evaluate the distri-
bution of 7, over a material interface. As discussed in Chapter 2, this is a quantity
directly related to the tendency of the interface to migrate and, with the convention
used throughout our derivation, a positive value of 7,, at a certain location, indicates
a tendency for the inclusion to grow at that location. If the value of 7, along a
precipitate-matrix interface is not uniform, this indicates a tendency for the inclusion

to modify its morphology.

In this chapter we will apply these concepts to the analysis of rafting in v — 4/
Ni-superalloys.

In paragraph 4.2, we will first assess the accuracy of our models by comparing data
obtained by numerical calculations with analytical solutions for the simple case of a
cylindrical inclusion in an infinite matrix. This test case will also provide the oppor-
tunity to construct an “evolution map” which interestingly compares with Pineau’s
map (see Section 1.4).

In paragraph 4.3 we will then introduce the finite element model, for the v — +'

cuboidal morphology, that we will use to perform the rafting analysis, and we will
identify the set of alloys for which we will carry out our calculations.

In paragraph 4.4 we will present and discuss the results of purely elastic analyses,
where the force on the interface is evaluated for the initial conditions of applied stress
and misfit, and no misfit-relaxation effect due to creep is considered.

In paragraph 4.5 we will follow the evolution of the driving force during the very
fitst stage of primary creep in a simulated stress-annealing experiment.

In paragraph 4.6 we will finally discuss the results, draw our conclusions concern-
ing the rafting process and offer a synoptic interpretation of numerical results and
experimental data.
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4.2 Test Case: A Cylindrical Inclusion in an Infinite
Matrix

As a test case, we will consider the very simple problem of a cylindrical isotropic
misfitting inclusion in an infinite isotropic matrix subjected, at infinity, to a state
of uniaxial stress o, normal to the axis of the cylinder (Fig. 4.1(a)). The elastic
solution for this problem has been first determined by Goodier [55].

In order to simplify our calculations, we will assume that the matrix and the
inclusion have the same Poisson ratio v. Then the state of stress and strain at any
location (r/r®; ), where r? is the radius of the inclusion, can be determined in terms
of:

E,: the stiffness (Young’s modulus) of the precipitate
E,.: the stiffiness (Young’s modulus) of the matrix
Ow: the applied stress

o: the misfit
v:  the Poisson ratio (assumed common to matrix and precipitate)

From the analytical expression for the elastic field, given in [55], the quantity 7
can be readily evaluated at all locations along the interface using eq. (2.31(b)).

These calculations have been implemented in the simple program GOODIER,
listed in Appendix III, which evaluates m, at N locations along the interface (N is a
user-defined quantity).

Due to the symmetry of the problem, only one fourth of the geometry needs to
be considered. (We have chosen the quadrant shown in Fig. 4.1(b)).

The values of T, along the interface can be plotted against a normalized arclength
s as shown in Fig. 4.2. The origin for s is at the very top of the particle (see Fig.
4.1(b)) so that, in the graphs in Fig. 4.2, the left part of the graph roughly corresponds
to the “top” of the particle, while the right part corresponds to the “side”.

Then, graph 4.2(a), where the average value of 7, on the “top” is larger than the
average value of 7, on the “side”, indicates a tendency toward a “type P” rafting
behavior, with rafts aligned in the direction of the applied stress; graph 4.2(b) in-
dicates a tendency toward an isotropic rafting behavior; and graph 4.2(c) indicates
a tendency toward a “type N” rafting behavior with plates forming in the direction
normal to the applied stress.

Since, for this case, the analytical distribution of 7, can be readily found, we have
been able to perform a brief parametric study varying the same characteristic quanti-
iies chosen by Pineau to construct his map (see paragraph 1.4), namely o,/ E,,6 and
E,[/E,.. The results of this study, obtained with a value of the misfit 6 = 0.1%, are
summarized in Fig. 4.3 and, with a broader spectrum of E,/E,, values, in Fig. 4.4.

For each small plot two numerical values are given; the first represents the mag-
nitude (in MPa) of the difference between the average values of 7, on the top and on
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the side: this is a measure of the tendency to coarsen with a preferential orientation;
the second value represents the average value of 7, (in MPa) along the interface: this
is a measure of the average tendency for the particle to grow in order to decrease the
total elastic energy.

From this set of results, we can sketch the map shown in Fig. 4.5 that can be
compared with Pineau’s map of Fig. 1.8. Besides the differences in the geometry of
the problems (spherical inclusion for Pineau; cylindrical inclusion for our test case),
the two maps differ for a fundamental reason: Pineau’s map is a stability map: it is
constructed by determining the configuration that minimizes the energy. Our map is
an evolution map: it is constructed by evaluating the tendency toward shape evolution
for the precipitate in the actual initial configuration.

Still, bearing in mind this basic difference, the patterns of the two maps show
striking similarities.

We have also explored the effects of varying the sign and magnitude of the misfit.
A mere change of the sign of the misfit does not affect the results, as can be noted
by comparing Fig. 4.6, obtained with a misfit § = —0.1%, and Fig. 4.3 Conversely, if
we change the magnitude of the misfit, while the pattern of the map is not modified,
the magnitude of the driving force is remarkably altered.

The plots in Fig. 4.7 have been obtained with a misfit § = 0.3% : if we compare
the numerical values of 7, with those in Fig. 4.3 we can notice that the force on the
interface is increased by almost one order of magnitude. This result should have been
expected since, for a purely elastic problem, m, is a quadratic form in the stress field
so that, if we increase the misfit (and thus o, to keep o, /E,,6 constant) of a factor
3, we can expect that 7, will increase of a factor 3% = 9.

After this digression we will now return to our original task of assessing the accu-
racy of the numerical methods introduced in Chapter 3 to evaluate .

A boundary value problem to be solved using the finite element program ABAQUS
has been defined as shown in Fig. 4.8. Plane-strain, eight-node isoparametric element
have been used. Symmetry conditions are applied at the axes; the nodes along the
top of the domain of analysis are constrained to have equal vertical displacement and
to these nodes the external load o, is applied; the nodes along the outer edge are
constrained to have equal horizontal displacements.

In this analysis the ratio of the particle radius, 7%, to the dimension of the domain
of analysis, Lo, is 1/20. This ratio is low enough to insure “far field” conditions on
the outer boundary of the domain. The finite element mesh used for this problem is
shown in Fig. 4.9. A listing of the ABAQUS input file is given in Appendix IV.

The results of the finite element analysis have been post processed using both
the program POSTABQ and the program DOMAIN to obtain the distribution of m,

along the interface.

A comparison of analytical and numerical results, for a representative case, is
shown in Fig. 4.10. In general, the domain integral method yields smoother results,
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but the agreement with the analytic solution is satisfactory also for the direct method.
No appreciable difference in the results obtained using the domain integral method is
observed when varying the domain of integration, thus confirming the good level of
accuracy of the calculations. However, as we will discuss in the next paragraph, there
exist particular cases in which the direct method can yield more consistent results
than the domain integral method.
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a) Test problem

b) Representative section
to be modeled

Figure4.1  Cylindrical inclusion in an infinite matrix.
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Figure 4.5 Evolution map for an isotropic cylindric inclusion in an infinite matrix.
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Figure 4.8  Schematic description of the cylindrical inclusion problem modeled,
with the boundary conditions indicated ( ro / L, =1/20).
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Figure 4.9 Finite element mesh for the cylindrical inclusion problem
modeled. In this Figure the bottom mesh (“near-particle” region)
fits into the indicated area of the top mesh
(“nominal far-field” region).
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Figure 4.10 Comparison of analytical and numerical results
(for E,n, = 200 GPa; E,/E,, = 0.5; 0, = 1000 MPa,
6 =-0.1%).
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4.3 Problem Description

In the previous paragraph we have assessed the reliability of the proposed numer-
ical procedures, by direct confrontation of numerical results and analytical solutions
in a simple test problem. We can now apply these numerical methods to analyze the
morphological evolution of 4’ precipitates in Ni-superalloys.

The first step will be to construct a finite element model of the array of cuboidal
y' precipitates. We have simplified the problem by considering a 2-D model using
generalized plane strain elements.

These elements permit uniform displacements in the “thickness” direction (normal
to the mesh-plane), thus allowing expansion in the third dimension as well as the
development of normal stresses and strain in this direction.

Due to the symmetry and periodicity of the microstructure, we can confine our
analysis to the “unit cell” depicted in Fig. 4.11(a).

Two different meshes have been generated: a coarse mesh (Fig. 4.11(b)), used
in the “tune-up” stage of the research to obtain first order approximations of the m,
profile with a limited amount of required computational time, and a more refined
mesh (Fig. 4.11(c)) for the final calculations.

The level of numerical noise associated with different choices of mesh and/or
numerical method can be appreciated by comparing the m, profiles in Fig. 4.12.

All of the plots shown in the following paragraphs have been obtained using the
refined mesh. Most of them have been obtained by applying the domain integral
method. However, as previously mentioned, there exist particular cases in which
the level of numerical noise in the domain intcgral solution is particularly high: if we
consider the integral expression for §E7 in Eq. (3.19 (a)), we can see that 6 ET depends
on the gradient of the transformation strains €, ;. When we will perform the stress-
annealing analyses, the transformation strains will be given by the superposition of
misfit strains and creep strains e™*P. In the very last stage of the analyzed transients,
extremely steep ¢“~P-gradients develop around the corners of the ¥/ precipitates (see
Figs 4.34 and 4.38). For these particular conditions the finite element mesh is not
refined enough to allow a precise numerical evaluation of the gradient of €¢™°P so
that, for these particular cases, the direct methed yields more reliable results than
the domain integral approach.

In order to perform a finite element analysis of the ¥ — 4’ crystal, we need the
following set of data:

- elastic constants of matrix and precipitate;
- misfit at test temperature;

- loading conditions;
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Figure 4.11 Finite element discretization of the unit cell.
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- creep properties;

- microstructure geometry (dimensions of the 4’ cubes and of the v channels).

While a simulation of actual y—4’ crystals is of extreme interest because the results
of the analysis can be directly compared with experimental data, we are limited, in
this approach, by the extremely exiguous number of well-characterized alloys available
in the literature. Values for the elastic constants of the 4 and of the 4’ phases are
available only for three alloys on which rafting experiments have been carried out.

These are:
a. The negative-misfit alloy studied by Pollock [25]
b. The alloy studied by Tien and Copley [13]
c. The alloys studied by Miyazaki, Nakamura and Mori [15]

For these alloys the loading conditions and the test temperature are available as
well; also the value of the misfit at test temperature is given (alloys (a) and (c)) or
can be evaluated (alloy (b): see the end of paragraph 1.2). In Table 4.1 we have
summarized the characteristics of these alloys, together with the rafting behavior
observed in the experiments. Thus we have only six cases, to which we have assigned
an acronym that we will use to identify each case, that we can use to compare our
results with experimental data.

In order to explore a wider range of possibilities, we have “created” a few Aypo-
thetical alloys by altering some of the characteristics of the alloys of Table 4.1.

Altering the characteristics of the alloy studied by Miyazaki Nakamura and Mori,
we have “created” an alloy with positive misfit and soft precipitates by switching
the elastic constants of the two phases, and an alloy with negative misfit and hard
precipitates by changing the sign of the misfit.

For the alloy studied by Tien and Copley, we have explored the effect of assuming
the value of the misfit reported in the paper: in this way we have studied the behavior
of an alloy with soft particle and small positive misfit. Finally, we have explored
the effect of varying the crystal symmetry by considering for both phases isotropic
crystal lattices with elastic constants equivalent to those of the cubic lattices of the
alloy studied by Pollock; we have evaluated an equivalent Young’s modulus as

_ (Cn = C1)(3 + (C11 — C12)/Ch)
Be = 2+ (Cn — Cr2)/Cr2 (4.1)

and an equivalent Poisson’s ratio as

1

= 4.2
Yes 2+ (Cnn —Ch2)/Ch2 (42)

where Cy; and Cj; are the elastic constants of the cubic lattice [58].

76



"101AROq Suljjel panlasqo pue sfojfe [ejuawiIadxa jo so1jsuIdjORIRy) I'P 919e],
LHd 9 BdN 88T + | %680—| ®dDS6="D | =dD 88 ="D
®dD 661 =D | ®dD 021 = ¢ | aqnd (s2] wonod
L1d S BN 0§ + [%8E0—| ®dD 20T = ''D | ®dD 6L1 = 1D
oL |4 BdIN SST -
g0=na g0=a4a
%0¢0— adoxjost | [g1] Asydo) ‘wary,
BIDSSI =T | edOWI=4
LOL ¢ edIN 96T +
ORNNK (4 ©dN LV - 'dD LS =YD | edD 66 =D
%95°0+] edD €9 =%1D JedD 9T =21y | oiqnd (o1] Lol
‘eanureyeN ‘1yezedipy
LWNK 1 eJ W LPT + edD I =D { vdD L91 = 1D
wAuoire 3sed | "ou ;eI lo1aey2q 3uijjel (< 100 > Buoje)| jysnu | aseyd-L ays jo aseyd- L ayy jJo | A1ppwnwds $19Y2Tess31
poAlasqo jo adAy peoj payjdde SJURISUOD J195E[3 | SUR)SUOD dNIse[d| [eIshid

7



"sis[eue Juljyer ay) ul paurwrexa shoffe [ed13ayjodLy jo soiysuIaldRIRy))

¢’V 21qBL

£€0=n €=
osiid 11 edWN 0S + |%8¢0— otdoxrost | A1ewwifs eysfio srdoljost quapeatnba
edD 68 =4 edD 8 =4 Yk Jnq ‘ased J71d 23 se aureg
SWIDOL 0t edN 66T -
go= €0=4
%200+ s1doxjost [€1] ut o8 Jystu jo anjea aarpsod
BdO8SI=T | dDWI=7 oY) Y3im Inq ‘s9sed DDL\LO, Se dureg
SWA1OL 6 edW ST +
®dD L5 =PD | edD 66 =D
SN NI 8 BAW LPL +  {%99°0—] edD €9 =%1D [ edD 901 =21 | o1qm st sanyedsu
Ynam Inq ‘osed JWNW Se dureg
edD ZIT =10 | edD 191 =D
edD 66 =*"O | edD L5 ="D
(arendioaid 9jos) pajsaaut soseyd
ANLL NN L BdW LPT +  |%95°0+ ] ®dD 901 =21D [ edD g9 =21D | o1qmd 4 pue L ay3 jo sjueisuod Jsefe
Y3 Yjim Inq ‘ased JWNI se sureg
BdD 91 =10 | edD 21T =D
wAuode ased |-ou ssed | (< 100 > Juoe)| jysiu | aseyd-L ayjy jo | aseyd-A ayj jo | AnjourmAs sajou
peoj pordde S3URJSUOD d1Ise]d | sjue)Isuod djsejd| [e1skn

78



The characteristics of these hypothetical alloys and the loading conditions for
which the simulations have been carried out are summarized in Table 4.2

Regarding the creep properties, in the range of loading conditions that will be
explored, the predominant creep mechanism involves dislocation motion primarily
in the y-matrix. TEM studies [25] show that the 4’ cuboids are not sheared by
dislocations until the latest stage of steady state creep. Thus in our model of the very
first stage of the stress-annealing transient, the 4’ precipitate is allowed to deform only
elastically while the matrix material can deform by creep.

Since the < 001 > orientation of the applied load is a multiple slip orientation, a
simple isotropic power-law relation has been used to characterize the creep properties
of the matrix:

& = Ao™. (4.3)

In all our stress annealing transients the creep properties given by Johnson et al.,
[56] for Ni-6W tested at 854° have been used, with:

n =438
A = 54E — 15(s"'MPa™*#)

Actually, since we are not particularly interested in “real time” simulation of
the stress-annealing transient, the accuracy of the pre-exponential coefficient A, is
of secondary relevance; the stress exponent, n, is a more important quantity but it
should not exhibit significant modifications when the alloying of the « phase is slightly
modified.

Regarding the microstructure geometry, we have relied on the data obtained by
Pollock [25] by TEM study of CMSX3. This choice will not yield an accurate simu-
lation of the Tien and Copley and of the Miyazaki-Nakamura-Mori alloys which are
characterized by a lower volume fraction of the 4’ phase. However, we believe that
this inaccuracy will not affect the basic pattern of the results. This point should be,
however, proved by further simulations in which the 4’ volume fraction is modified.

According to Pollock’s data, the 4 precipitates have an average cube length of
0.45 pm and the matrix passages have an average thickness of 60 nm, giving a 4’
volume fraction of 0.68. The finite element models shown in Fig. 4.11 have been
formulated so as to preserve these dimensions, so that since a generalized plane strain
analysis is done, the volume fraction of the 4’ in the model is somewhat higher than
in the real material because the matrix channels parallel to the plane of the mesh
are neglected. While we are aware of the fact that our models still present a certain
degree of inaccuracy, and that the eleven cases that we will analyze do not constitute
a complete parametric study, we will see in the following paragraphs how the results
of our simulations fit in a logical pattern that can yield significant insight to the

rafiing phenomenon.
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4.4 Elastic Analysis

An elastic analysis for the eleven cases characterized in Tables 4.1 and 4.2, has
been carried out. Both the matrix and the precipitate are only allowed to deform
elastically and coherency at the matrix-precipitate interface is enforced. A typical
ABAQUS input file for this type of analysis is listed in Appendix V. The particular
file listed is relative to case 1 (MNMT), but all the other cases can be easily obtained
by correcting the values of misfit, elastic constants and applied load, according to the
data of Tables 4.1 and 4.2.

The results of the elastic analyses have been postprocessed to obtain the distribu-
tion of the force on the interface. Profiles of my for each of the eleven cases as shown
in Figs. 4.13 through 4.23. A synopsis of the results is given in Table 4.3.

We can notice observing the m, profiles, that the value of the difference of driving
force on the top and on the side of the particle is always very limited: at most it is
of the order of 0.3 MPa for the “MNM” - cases and it is as low as 0.006 MPa for the

TCTPMS and TCCPMS cases.

If we evaluate the “Pineau’s parameters” E,/E,, and o/FE,é for all the eleven
cases (for the cubic crystals an equivalent Young’s modulus can be calculated using
Eq. (4.1)), we can see how the type of rafting behavior indicated by the m, profiles is
perfectly consistent with the behavior predicted by our simple evolution map of Fig.
4.5.

This suggests that a very similar map could be constructed by performing a para-
metric study on the actual 4 — 4’ morphology.

Table 4.3 Synopsis of the Elastic Analysis

Case | Case Ey,/En | 0/Eyn6 | Rafting Consistency Consistency

# Acronym behavior with the with
predicted evolution map | experimental
by the model | of Fig. 4.5 results

1 MNMT 1.23 0388 | P YES YES

2 MNMC 123} -0388 | N YES YES

3 TCT 091} -0327{ P YES NO

4 TCC 091 | +0.327 | N YES NO

5 PLT 092] -0.148| P YES NO

6 PHT 092) -0399 | P YES NO

7 MNMTnv 081} 40314 | N YES

8 MNMTyars 1.23| -0388 | N YES

9 TCTpms 0.91 +49 | N YES

10 TCCpums 0.91 49| P YES

11 PLTso 092] -0.148 | P YES

oo
(=}



Unfortunately, such a map would be totally inadequate to predict the rafting behavior
of the crystals since, as indicated in Table 4.3, our predictions based on elastic calcu-
lation of the m, profile are not always in agreement with the available experimental

data.
This leads us toward a more accurate simulation of the actual conditions in which
the rafting behavior is observed, as will be discussed in the next paragraph.

It is interesting to note that if we assume, for the alloy studied by Tien and Copley,
the erroneous value of the misfit given in the paper, the rafting behavior predicted
by our evoiution map, and by the 7, profiles, is consistent with the experimental

observations.

This unfortunate contingency has represented, in the past, a confusing source of
misplaced confidence in the methods based on purely elastic calculations.
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Figure 4.17 7, profile for the elastic analysis of case 5 (PLT).
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4.5 Analysis of the Stress-Annealing Transients

As previously discussed in paragraph 1.2, TEM observations of -y —4' crystals show
how, in the very first stage of stress-annealing tests, mobile dislocations start to form
and multiply in the ¥ matrix. As soon as the crystal is brought to test temperature,
networks of dislocations form at the 4 — 4 interfaces, wrapping the 4’ cuboids and
relieving most of the shear component of the misfit strain. When an external load is
applied, dislocations glide and climb in the narrow v channels so that a macroscopic
creep flow in the ¥ matrix is observed.

As a result of this process, the elastic fields in the crystal are dramaticallv modified.
Therefore a meaningful evaluation of the force on the interface should be bazed on
these altered fields.

Even if, considering the scale of the microstructure, an accurate simulation of
the process should be based on a model capable to treat discrete dislocations, some
interesting results can be obtained by considering a simplified macroscopic creep
model for the ¥ phase. As we have already mentioned in paragraph 4.3, we have
modeled the creep behavior of the matrix with the simple isotropic power-law relation
(4.3).

We have carried out a simulation of the very first stage of the stress anncaling
transients, using the ABAQUS code, and analyzed the corresponding evolution of the
mn profile.

A typical ABAQUS input file for this kind of analysis is listed in Appendix VI.
The particular file listed corresponds to case 1 (MNMT).

As initial conditions for the simulated transients we have considered the elastic
field in the crystal associated with the misfit strain at test temperature, enforcing
perfect coherency at the interfaces. We have then applied the test load, over a short
linear ramp of one second, and let the matrix creep according to equation 4.3.

Typical contour plots of the initial stress state, due to the misfit only, are shown
in Figs. 4.24 through 4.29 for a positive-misfit alloy (Miyazaki-Na'xamura-Mori alloy:
Cases 1,2,7) and for a negative-misfit alloy (Pollock alloy: Case 5).

As schematically indicated in Fig. 4.30{a), the main components of stress in the
matrix, go in the Figure, are in the planes of the channels (tensile for positive-misfit
alloys, compressive for negative-misfit alloys). The magnitude of the biaxial stress oy
in the 7y channels varies with the misfit and the elastic constants of the two phases but
typically is of the order of 400 - 500 MPa in most commercial alloys. The component
of stress normal to the planes of the channels is one order of magnitude smaller and
of opposite sign. The 4’ precipitates are almost in a state of hydrostatic stress of the
same magnitude as the normal stress in the 4 channels.

Thus in the very first stage of a stress-annealing transient with an applied stress,
o, in the range 50-200 MPa, the effect of the misfit stresses dominates over the effect
of the applied load, and the 4 matrix creeps so as to accommodate the misfit (Fig.
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4.30(b)). This stage corresponds to the formation of dislocation networks at the v —+'
interfaces.

In Figs. 4.31 through 4.38, a sequence of contour plots of the equivalent creep
strain in the matrix, eZ'°P, at subsequent stages of the primary creep transicnt for
case 1 (MNMT) and case 2 (MNMC) is shown.

The equivalent creep strain in the matrix is defined as:

€SP = —c“""ef;""

eq 3 i (44)

'

where €;°" are the components of the creep strain tensor.

The steep gradient of ¢ P in the direction normal to the interface, particularly
noticeable around the corner of the precipitate, is the “continuum” analogy to the
network of dislocations at the interface. The gradient would be even steeper with a
higher creep exponent , n, in expression 4.3 .

As the creep transient progresses, and the deviatoric components of the stress
tensor are accommodated by the creep strains, a state of hydrostatic stress builds
up in the matrix channels. Regardless of the sign of the misfit and of the relative
stiffnesses of matrix and precipitates, all the transients evolve toward a stress state,
at the end of the primary creep stage, in which (Fig. 4.30 (c)):

o if a tensile stress is applied, there is a build up of negative pressure in the
horizontal channels { “e channels normal to the applied stress) and of positive
pressure in the vertica channels (the channels parallel to the applied stress);

e if a compressive stress is applied, there is a build up of positive pressure in the
horizontal channels and of negative pressure in the vertical channels.

The magnitude of the stress in the horizontal channels is higher than the applied
stress, while the magnitude of the stress in the vertical channels is much lower than
the applied stress.

In Figs. 4.39 through 4.54, typical contour plots of the stress state at the end
of the primary creep stage are shown for applied tensile loads (Cases 1,3,5,6,9) and
compressive loads (Cases 2,4,6).

As the stress state evolves, the force on the interface is modified as well. Plots
of the evolution of the r, profile during the stress annealing transient for the eleven
c. -es considered are shown in Figs. 4.55 through 4.65. For each case, nine plots are
given of the 7, profile at successive times of the transient. As a normalized measure
of the stage of evolution of the creep transient we have chosen the ratio between the
average equivalent creep strain in the matrix and the initial misfit (€"*P/§). The
average creep strain in the matrix is evaluated as a volume averagc, over the v phase,
of the equivalent creep strain:
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where V, is the volume occupied by the v phase.

We have chosen the parameter €™°P/§ rather than a more immediate quantity,
such as the creep time, because it is more directly related to the evolution of the 7,
profile, as we will discuss in the next paragraph.

Let’s now consider the evolution of the 1, profiles for the first six cases, relative
to the simulation of stress annealing tests performed on experimental alloys.

ot

e=erdy,, (4.5)

We can notice how the profiles quickly evolve toward configurations that show
a marked driving force for directional coarsening. If we compare these graphs with
those obtained in our purely elastic analyses, we can see that the absolute values
of the differences between the force on the top and on the side of the precipitates,
ATy, are generally increased by one order of magnitude; however, the most important
result is that the signs of Ar, are inverted for several cases so that now for all the
experimental alloys we have perfect agreement between the observed rafting behavior
and the tendency toward directional coarsening that can be inferred from the m,

profiles.

If we now consider the evolution of the m, profiles for the hypothetical alloys of
cases 7 through 11, we can list a number of considerations:

e comparing case 7 (MNMTyv) and case 1 (MNMT) we can see that, if we invert
the relative stiffnesses of matrix and precipitate, the driving force for rafting
remains virtually identical. This result is in antithesis to that of a purely elastic
calculation for which an inversion of the elastic constants brings about a parallel
inversion of the rafting tendency (see map in Fig. 4.5);

o conversely, comparing case 8 (MNMTyus) and case 1 (MNMT) we see that if
we change the sign of the misfit the 7, profiles result totally reversed;

e we compare now case 9 (TCTppys) and case 7 (MNMT; nv). Both cases are
relative to positive-misfit alioys with soft precipitates but the misfit for case 9
is about 1/20th of the misfit for case 7. We can see that the fourth plot of
Fig. 4.63 (case 9), relative to a stage of the transient for which €™P/§ = 1.88
shows a profile similar to that of the eighth plot of Fig. 4.61 (case 7), for which
@ /§ = 1.83. However, the value of Ary, for this stage of case 9 is only a few
percent of the correspondent value for case 7,

o comparing case 10 (TCCpps) and case 9 (TCTppys) we see that if we invert
the direction of the applied load, the m, profiles are reversed. (This can be also
noted comparing cases 1 and 2 and cases 3 and 4).

e comparing case 11 (PLT;s0) and case 5 (PLT) we see that a change in the
symmetry of the crystal brings about only minor changes ir the 7, profiles
which are mainly localized around the corners of the precipitate.
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In the next paragraph, we will reinterpret these observations, as well as other
features of the m, profiles, within the context of a more general framework and we
will offer a general discussion of the rafting phenomenon.
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Figure 4.24 Contours of 0;;, due to misfit only (6 = +.56%)
for the alloy tested by Miyazaki, Nakamura and Mori [16].
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Figure 4.25 Contours of a4, due to misfit only (6§ = +.56%)
for the alloy tested by Miyazaki, Nakamura and Mori [16].
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Figure 4.26 Contours of 0y, due to misfit only (6 = +.56%)
for the alloy tested by Miyazaki, Nakamura and Mori [16].
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Figure 4.27 Contours of oy; due to misfit only (6 = —0.38%)
for the alloy tested by Pollock [25].
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Figure 4.28 Contours of g4 due to misfit only (6§ = —0.38%)
for the alloy tested by Pollock [25].
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Figure 4.29 Contours of o1, due to misfit only (§ = —0.38%)
for the alloy tested by Pollock [25].
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Figure 4.30 Schematic representation of the evolution of the stress and strain fields
in the primary stage of the creep transient.
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Figure 4.31 Contours of €& for the transient analyzed in case 1 (MNMT)
at creep time t = 0.011 sec.
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Figure 4.32 Contours of &P for the transient analyzed in case 1 (MNMT)
at creep time t = 4.46 sec.
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Figure 4.33 Contours of ¢;P for the transient analyzed in case 1 (MNMT)

at creep time t = 63.47 sec.
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Figure 4.34  Contours of egP for the transient analyzed in case 1 (MNMT)

at creep time t = 50,000 sec.
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Figure 4.35 Contours of eg7®® for the transient analyzed in case 2 (MNMC)

at creep time t =0.011 sec.
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Figure 4.36 Contours oi eg°P for the transient analyzed in case 2 (MNMC)
at creep time t = 3.86 sec.
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Figure 4.37 Contours of €Z®P for the transient analyzed in case 2 (MNMC)
at creep time t = 252 sec.
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Figure 4.38  Contours of P for the transient analyzed in case 2 (MNMC)
at creep time t = 50,000 scc.
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Figure 4.39 Contours of ¢}, at the end of the analyzed
transient for case 1 (MNMT).
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Figure 4.40 Contours of 043 at the end of the analyzed
transient for case 1 (MNMT).
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Figure 4.41 Contours of ¢;; at the end of the analyzed
transient for case 3 (TCT).
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Figure 4.42 Contours of o5, at the end of the analyzed
transient for case 3 (TCT).
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Figure 4.43 Contours of g1; at the end of the analyzed
transient for case 5 (PLT).
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Figure 4.44 Contours of 09, at the end of the analyzed
transient for case 5 (PLT).
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Figure 4.45 Contours of ¢, at the end of the analyzed
transient for case 6 (PHT).
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Figure 4.46 Contours of o9, at the end of the analyzed
transient for case 6 (PHT).
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Figure 4.47 Contours of o7 at the end of the analyzed
transient for case 9 (TCTppss).
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Figure 4.48 Contours of oy, at the end of the analyzed
transient for case 9 (TCTpass).
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Figure 4.49 Contours of o;; at the end of the analyzed

transient for case 2 (MNMC).
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Figure 4.50 Contours of o9, at the end of the analyzed
transient for case 2 (MNMC).
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Figure 4.51 Contours of oy, at the end of the analyzed
transient for case 4 (TCC).
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Figure 4.52 Contours of 0,; at the end of the analyzed
transient for case 4 (TCC).
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Figure 4.53 Contours of oq; at the end of the analyzed
transient for case 10 (TCCppss).
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Figure 4.54 Contours of oy, at the end of the analyzed
transient for case 10 (TCCpyss).
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Figure 4.55 Evolution of the 7, profile during
the stress-annealing transient for case 1 (MNMT).

128

/6 . 0.701E+00

0.6 1.0

€T%/6 : 0.141E+01

0.5 i.0

-2}

€™*"%/6 : 0.239E+01

0.5 1.0
Normalized arclength



Force on the interface {MPa) Force on the interface (MPa)

Force on the interface(MPa)

2.0 4 2 T 1 Y
0.0 €™?/5 , 0.856E-01 ) €™/6 : _ 0.330E+00 3 €™"%/6 ¢ . 0.827E+00
“0.0 0.5 1.0 0.0 0.5 1.0 0.0 0.5 1.0
1 T 1 1
of -
0} g
_1 - 4
-1} 4
-2t 4
-2} 4 P—"
-3t 4
r‘/
o L_em/8 : oazsE+01 /6 - 0.154E401 L_em/6 2 0a78E+01
0.0 0.6 1.0 0.0 0.6 1.0 0.0 0.6 1.0
1 T 1 T 2 T

€™/6 : 0.193E+01

0.0 0.5 1.0

Normalized erclength

€™?/6 : 0.223E+01

0.0 0.5 1.0

Normalized arclength

Figure 4.56 Evolution of the , profile during
the stress-annealing transient for case 2 (MNMC).
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Figure 4.57 Evolution of the m, profile during
the stress-annealing transient for case 3 (TCT).
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the stress-annealing transient for case 4 (TCC).
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4.6 Discussion

As we have repeatedly mentioned, experimental observations show that the rafting
process initiates in the primary stage of the creep transient.

Figure 4.66 shows a typical creep curve with corresponding micrographs illustrat-
ing the development of rafting as observed by MacKay and Ebert [22]. Figure 4.67
shows a similar curve obtained by Fredholm and Strudel [23] with the corresponding
changes in microstructure.

From these and several other observations [17-24,27], we can infer that the driving
force for directional coarsening sets in early in the transient and that the morphology
evolution ensues within an extent of time which is determined by the kinetics of the
process — in particular by the diffusion properties of the crystal [57]. We can then
expect to be able to explain the tendency toward directional coarsening by analyzing
the state of strain and stress in the crystal at the end of the primary creep.

The primary stage of creep corresponds to the formation of networks of disloca-
tions which relieve the misfit stresses; in our continuum model, we can identify this
stage by comparing the value of the average equivalent creep strain in the matrix
€T*P as defined in (4.5), with the initial value of the misfit, § : we can assume that
the misfit stresses are relieved when €P and é are of the same order of magnitude.
Actually, from the results of our finite element analysis, we can conclude that the
primary stage of creep is completed when P /§ ~ 2.

Let’s now analyze the state of stress and strain at this stage of the transient, and
the corresponding effects on the m, profile. We recall that the value of m, is given by
the expressions (2.31) that we repeat here for convenience:

6u,~
2L
We will first consider the case of an applied tensile load and we will afterward discuss
the case of an appiied compressive load.

Th = [W] - ti[ (4'6)

(a) Applied Tensile Load
It is convenient to independently analyze the conditions on the “top” of the
precipitates (corresponding to the channels normal to the applied load) and on
the “side”” of the precipitates (corresponding to the channels parallel to the
applied load).

o On the top of the precipitates, due to the high level of hydrostatic stress
in the matrix (see Fig. 4.30(c)), the ;[%%] term in expression (4.6) largely
dominates. The [W] term ranges between one and five percent of the ¢;[$]
term for the analyzed alloys.

The value of the component of the traction vector normal to the interface,
tn, is large and positive, while the tangential component is negligible. The
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magnitude of the normal component of [2Z], which we will indicate as
[tnsn |, is larger than the magnitude of the original misfit since the primary
creep flow acts so as to enhance the jump in uy,, across the interface,
initially due to the lattice misfit (see Fig. 4.30(b)). Thus for negative-
misfit alloys [unm] is positive so that the force on the interface on the
top of the precipitate results negative. The magnitude of the force scales
with the applied load (which directly affects the magnitude of ;) and
with the misfit (which directly affects [up,n]). As the transient progresses
past the primary stage, and the matrix starts creeping under the effect of
the applied load, the creep flow keeps acting so as to increase [un,n] and
therefore 7, will assume increasingly larger negative values.

Conversely, for positive-misfit alloys [up,n ] is initially negative so that the
force on the interface on the top of the precipitate results positive. The
magnitude of 7, scales again with the applied load and with the misfit. As
the transient progresses past the primary stage, the matrix starts crceping
under the effect of the applied load. This process gives a positive contri-
bution to [up,n] so that the magnitude of , starts to decrease and, for
P /§ ~ 4, becomes negative.

On the side of the precipitates, since the traction vector is approximately
one order of magnitude smaller than that of the top, the two terms in (4.6)
are comparable and the magnitude of the force on the interface is much
lower. The [W] term always gives a negative contribution to 7, because
the state of stress in the precipitate gives rise to an elastic energy level
higher than that in the matrix channels, which are essentially in a state of
moderate hydrostatic stress.

The normal component of the traction vector, ¢, is negative and the tan-
gential component is negligible.

For negative-misfit alloys, the [up,n] term at the end of primary creep is
large and positive (for what concerns this term, the primary creep flow
acts in the same sense of the misfit) so that the (—¢;[£%]) term is positive
and counterbalances the [W] term.

Thus for alloys characterized by a small negative misfit, the [W] term
initially dominates and 7, is negative, while for alloys with large negative
misfit the (—¢;[2%]) term dominates and m, is positive (this is normally the
case for most commercial alloys). As the transient progresses, the matrix
material creeps under compressive stress so that negative contributions are
added to [up,n] and thus to the force .

For positive-misfit alloys, the [un,n] term at the end of the primary creep
is large and negative so that the (—t;[£4]) term is negative as well and
adds up with [W] to give a negative value for m,. As the transient evolves,
negative contributions are added to [up,n] so that 7, assumes increasingly
larger negative values.
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(b) Applied Compressive Loads

The patterns according to which m, evolves are essentially symmetrical to those
for tensile loads due to the fact that the sign of the traction vector is inverted

e on the top of the precipitates, the t;[%‘-;*] term dominates; ¢y is large and
negative while the tangential component of the traction vector is negligible.

For negative-misfit alloys [un,n ] at the end of primary creep is positive so
that the force on the interface results positive, and its magnitude scales
with the applied load and the initial value of the misfit.

As the transient evolves, the matrix material creeps under the applied com-
pressive loads and negative contributions are added to [un, ] so that the
magnitude of T, starts to decrease and 7, will eventually become negative.

For positive-misfit alloys [up,n | at the end of the primary creep is negative
so that the force on the interface is negative as well. As the transient pro-
gresses past the primary stage of creep, the matrix creeps in compression
under the applied load so that negative contributions are added to [un,;, ]
and 1, will assume increasingly larger negative values.

e On the side of the precipitates the two terms in (4.6) are comparable and

the magnitude of m, is much lower. The [W] term always gives a negative
contribution to 7,. The normal component of the traction vector, ty, is
positive and the tangential component is negligible. For negative-misfit
alloys, the [un,n] term at the end of primary creep is positive so that the
(—t[22]) term is negative and adds up with [W] to give a negative value
for . As the transient evolves, m, will assume increasingly larger negative
values due to the positive contributions to [un,n | as the matrix creep under
tensile stress.
For positive-misfit alloys, the [up,, ] term at the end of primary creep is
negative so that the (—#;[3%]) term counterbalance the [W] term and 7
will be positive or negative depending on the value of the initial misfit. As
the transient evolves negative contributions will be added to m,.

In Fig. 4.68, we give a schematic synoptic diagram showing the levels of m
on the top and on the side of the precipitates at the end of the primary stage of
the creep transient for the possible combinations of tensile/compressive load and

positive/negative misit.

From this diagram we can see how under a tensile load a negative-misfit alloy will
tend to exhibit a “type N” rafting behavior, while a positive-misfit alloy will tend to
exhibit a “type P” rafting behavior and vice versa for a compressive load.

These simple patterns are indeed in agreement with all the available experimental
data listed in Table 1.1.

The arrows in Fig. 4.68 indicate how the levels of 7, will decrease as the creep
transient evolves toward higher levels of creep strains under the effect of the applied

141



loads. If we consider this further evolution of the m, profiles we can conclude that we
can always expect to observe a “Type N” rafting behavior for a negative-misfit, alloy
under a tensile load and for a positive-misfit alloy under a compressive load. However,
if we consider the case of negative-misfit alloys under compressive loads and positive-
misfit alloys under tensile loads, we can expect to observe a marked tendency toward
a “type P” ralting behavior only if we conduct our test so as to maintain the crystal
at a low level of creep for the time needed by the kinetics of the process to accomplish,
at least partially, the morphology evolution.

In fact, if we compare micrographs of “Type P” rafts and “Type N” rafts, the latter
are generally characterized by a higher aspect ratio and a more regular structure.

With regard to the evolution of Ay, since the magnitude of 7, essentially scales
with the misfit, 8, and the applied stress, o, and the sign of A7, changes with the
sign of § and o as shown in Fig. 4.68, we can expect that plots of the normalized
quantity Am,/oé versus the magnitude of €*P/é will show similar patterns for all
the different alloys that we have analyzed. These curves are shown in Fig. 4.69, and
it can be noted how all the data correlates within a very narrow band.!

This result also agrees with the experimental observations that indicate how the
rate of directional coarsening scales with the lattice misfit and the applied stress (see
paragraph 1.2): the process is accelerated when the driving force is increased. The
hastening of the rafting process observed when the test temperature is increased and
when the microstructure is refined, is most probably related to a reduction of the
characteristic diffusion time, namely, to an increase in diffusivity and to a shortening
of the diffusion path.

In Fig. 4.69 we can notice a substantial increase in Am, within the very first stage
of primary creep , when 0.5 < [P /§| < 2.0. After this sharp rise, which corresponds
to the period in which the misfit stresses are relieved, the creep flow in the matrix
becomes dominated by the appiied stress and the behavior of “Type N” evolutions
and “Type P ” evolutions branches: the driving force for “Type N” coarsening keeps
increasing, while the force for “Type P” coarsening will eventually reach a saturation
level.

These trends can be already qualitatively ¢bserved in the last portion of the curves
in Fig 4.69. If we compare correspondent pairs of “Type N” and “Type P ” plots
(see Fig. 4.70) we can notice that the last section of the “Type P ” curves (MNMT,
TCC) dips below the last section of the “Type N” curves (MNMC , TCT) which still
exhibit an upward curvature.

We have chosen not to continue our analysis beyond this stage because experi-
mental observations show that at the end of primary creep, relevant morphological
changes are already occurring: if we extend our analysis, based on the initial cuboidal

INote that we have not included the data for case 9 (TCTpass) and case 10 (TCCpass). This is
because the misfit that we have chosen for this hypothetical alloy is exceedingly small —the misfit
strains and the elastic strains have comparable magnitude. It is obvious how, in the limit of zero
misfit, quantities normalized by the misfit itself lose their significance.
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shape of the precipitates, to the steady state crecp we would not obtain a reliable
simulation of this subsequent stage of the process.

143



‘[ee] Buiuosivos euotponp jo juatdojorop ot
soys iy sydeadoronu Jurpuodsorion i oxano dootd peorday v

99" vand

O

I

2
&

4
o

(i e

AR

144



()

O ¢

|

Q—

N

uotapbbuotg

145

Q

300

Tima D

Figure 4.67 Creep curve and correspondent changes in microstructure {23].



'daa1d 3ut03-uo yim U2 JO UOUIN[OAD PaldadX3 JO ISUSS AILIIPUI SMOLIE [EOTIDA
" uatsuen dasid ays Jo a3ers Arewnd Sy Jo pus oy 1B S[OAS] U2 9y SumOyS WeISEIp ONRWAYdS V 894 a3

} -
(o]
! 2
m A m =
3.
I g
N
8

als doL vy uy 3ais dOoL  y uy
I 5
S
! 3]
s S A <
- -« _ D
} 3
2
N
3qaIS : dOoL vy up 3ais doL  y uy &8

peo| aAIssaidwod peO| 8|Isus)

146



1 ] ) | 1 | ]

0 1 2 3
l-e-creep/dl

Figure 4.69 Evolution of Am,/cd for the analyzed creep transients

147



! | 1 | L ] 1

0 1 2 3
|é-creep/6|

Figure 4.70 Comparison of “Type P” and “Type N” evolution
curves for Am,/oé



CHAPTER 5
CONCLUSIONS

5.1 Summary of Results

We have developed numerical techniques, in the framework of the finite element
method, which allows us to evaluate local values of the generalized force acting on
a material interface which is work-conjugate with the normal displacement of the
interface itself.

This quantity is a direct measure of the tendency for the interface to migrate, and
thus of the driving force for morphological evolutions of the microstructure.

We have applied these methods to the study of rafting in 4 — 4" Ni-superalloys.

The flexibility of the proposed methods has readily allowed us to closely model
the actual microstructural morphology of the alloys and to account for the cffects of
applied boundary conditions, lattice misfit, elastic anisotropy and inelastic behavior
of the crystals during the stress annealing transients.

We have modeled some experimental alloys, for which we have positively compared
the indications of our model with the experimental data, and we have conducted a
circumscribed parametric study which has allowed us to formulate a more general
interpretation of the rafting phenomenon, which appears to give a satisfactory expla-
nation for all the available experimental observations.

According to the results of our analysis, it is of fundamental importance, in mod-
cling the rafting phenomenon, to consider the effects of the creep flow in the y-matrix
and in particular the evolution of the stress and strain fields during the primary creep
stage of the stress-annealing transients.

Earlier attempts to interpret the rafting behavior of these alloys have indeed failed
essentially because these effects were neglected.

In summary, the proposed methodology has proved itself successful for our partic-
ular application and appears suitable to be used in the analysis of parallel phenomena
concerning microstructural evolutions in multi-phase materials.
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5.2 Suggestions for Future Study

We can identify two main topics that we have addressed in our research. The first
is the development of the numerical techniques per se; the second is the analysis of
the rafting phenomenon. Regarding the development of numerical techniques for the
evaluation of local forces acting on maternal interfaces, the first and most immediate
development is the extension of the computer programs to cope with 3-D geometries.
A more ambitious and substantial development, more closely related .o the study of
rafting, would be the implementation of a kinetic model to follow the evolution of
the microstructure morphology. In such a model, the evaluation of the driving force
would represent only one of several steps in the procedure.

With regard to the analysis of the rafting phenomenon, more involved creep models
could be implemented, and the effects of modifications of the volume fraction of the
precipitates could be investigated.

Finally, we should recognize that a continuum model for creep is not entirely
adequate to model the discrete nature of motion and multiplication of dislocations in
the narrow %' channels.

The development of a discrete model for dislocation mechanics conceived so that it
could be interactively superposed to the finite element solutions of continuum elastic
behavior, would represent a substantial contribution to the analysis of this process
as well as of other phenomena characterized by creep processes with a small length

scale.
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APPENDIX IV: ABAQUS INPUT FILE FOR
THE TEST CASE:
A CYLINDRICAL INCLUSION IN AN
INFINITE MATRIX
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APPENDIX VI: TYPICAL ABAQUS INPUT
FILE FOR THE
ANALYSIS OF A STRESS-ANNEALING
TRANSIENT FOR A v -+ UNIT CELL
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