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Abstract: In this paper, a micromechanical model was developed to predict the residual stress—strain
state that is generated around nodules of a ferritic ductile cast iron during solidification. A finite
element analysis was performed on a reference volume element of the material to analyze the local
strain development, having modeled both matrix and nodule as deformable bodies in contact. The
behavior of the nodule was assumed linear—elastic because of the low stresses to which it is subjected
during cooling. On the other hand, elasto-plastic viscous behavior was considered for the matrix,
considering both the primary and secondary creep regimes. To make up for the lack of information
on the physical-thermomechanical properties of the constituents, the available literature data were
integrated with the results obtained from the CALPHAD methodology applied to both cast iron
and the steel that constitutes its matrix. The micromechanical model was validated by comparing
the resulting residual strains with experimental data available in the literature for a ferritic ductile
cast iron. Then, it was used for analyzing the correlation between the solidification history and the
mechanical response of cast iron in terms of the uniaxial stress—strain curve.
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1. Introduction

Ductile Cast Irons (DCls), because of their material characteristics, are increasingly
considered an alternative to cast, forged, and welded steels for structural applications [1].
Their mechanical properties are strongly influenced by morphology and chemical composi-
tion as well as heat treatment that can be tuned to promote the desired microstructures [2-6].
Furthermore, improvements on material behavior can be achieved by imposing plastic
deformation through hot or cold metal-forming processes [7,8].

These can range from one characterized by high ductility and impact toughness,
as in EN-GJS-350 grade, to pearlitic structures with high strength and hardness, as in
EN-GJS-900 grade [9].

Recently, new classes of high-performing DCIs are continually being developed and
made commercially available. Some examples include the Austempered Ductile Irons
(ADIs), with their strength-to-weight ratio exceeding that of aluminum [10], or the new
grades of Si-alloyed DCls, with increased strength and improved machinability, introduced
in the European Standard EN 1563:2012 [11].

In an arena where optimizing the performance of DCIs is under continuous devel-
opment, the availability of tools to predict their mechanical behavior is helpful to both
foundry engineering and design. To this end, a micromechanical approach to analyzing
the behavior of DCIs, which takes advantage of the composite nature of the material, has
become established over the years [12-16]. In such an approach, the behavior of cast iron
is obtained from that of its constituent materials. It is, therefore, particularly suited to
assessing the effect of individual microstructural aspects on the overall response.

A Representative Volume Element (RVE) has to be defined at the microscale (i.e., in
this case, the scale at which the dispersed nodules can be distinguished from the matrix)
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and capable of reproducing the properties of the material at the macroscale (the scale of the
continuum where the material can be seen as homogeneous). All microstructural aspects
that influence global behavior must be appropriately modeled in this definition. These
certainly include the volume fraction, components’ constitutive response, and nodule-
matrix interface behavior.

Regarding latter, since there is no chemical bond between the two components, the
most widespread doctrine considers an interaction of pure mechanical nature between
them. Bonora and Ruggiero [14] hypothesized that the mechanical interface forces are
constituted by the residual stresses generated during the solidification of the DCI due to the
mismatch between the thermal expansion coefficients of nodules and matrix. In the same
work, for a ferritic cast iron, the residual stresses were calculated by simulating the cooling
process from the temperature of 1000 °C, at which the matrix is considered stress-free, to
room temperature.

Zhang et al. [17,18], using Differential Aperture X-ray Microscopy (DAXM), measured
both local plastic and elastic residual strains in both metal and sand mold DClIs. The results,
confirming the presence of residual stresses, suggest that they must be addressed in the
analysis of the mechanical behavior of DCI, especially in facing applications involving
fatigue, where their role is of primary importance. In this regard, Krasowsky et al. [19],
using neutron diffraction monitoring of DCI under cyclic loading, demonstrated that as
stress increased, the graphite inclusions promoted the nucleation of microcracks. Still, the
residual compressive stresses surrounding them locally retarded fatigue crack growth.

Numerous studies have addressed the quantification of local residual stresses in DCI
and the analysis of their effect on global behavior by pursuing increasing levels of refine-
ment in finite element modeling of the RVE. lannitti et al. [20] modeled an RVE considering
a random dispersion of nodules that reflected the actual distribution measured in an ADI
JS/1050-6. Andriollo et al. [21], using X-ray data, modeled the complete microstructure
between two sections of a miniaturized DCI specimen and directly applied as boundary
conditions the displacement field reconstructed by digital volume correlation.

The constitutive response of constituents should be appropriately described over the whole
temperature range spanned in the simulation of the cast iron solidification process. Plastic
strain development, confirmed by measurements in [17], affects the resulting residual stress
state by relaxation. To properly quantify the amount of inelastic strain, it is necessary to employ
refined models that fully consider the various physical mechanisms that influence mechanical
strength. However, a significant limitation to their applicability lies in the lack of data on the
physical-mechanical properties of the constituents at different temperatures.

The first problem is the unavailability of constituent materials for experimentation.
Some attempts have been made to obtain steel with the same microstructure as the matrix
of the considered cast iron, e.g., the ferritic steel manufactured in [22]. However, if with
some limitations, though it can be achieved for the matrix, to date, obtaining the graphite
that makes up the nodules as a stand-alone material has yet to be possible. Secondly, even
if the fitting material is available, performing a complete characterization, especially at
high temperatures, can be highly complicated and, when possible, very expensive.

In this work, to overcome such limitations, the physical and mechanical properties of
the materials of interest were estimated by integrating literature data with predictions from
a computational code. Specifically, the commercial code JMatPro (Java-based MATerials
PROperties) was adopted. This uses the CALPHAD methodology (CALculation of PHAse
Diagram [23]) to model the thermodynamic properties of the expected phases in the multi-
component alloy and, from these, determine the thermodynamics of the alloy. Then, based
on proprietary databases, the code correlates the calculated thermodynamic properties to
the physical-mechanical properties of the alloy [24].

This approach was applied to the DCI analyzed by Zhang et al. [17] to calculate
the basic properties of the matrix and nodules that are otherwise difficult to obtain. The
constitutive modeling of the matrix was further refined to consider viscous creep, an aspect
that has so far been treated limitedly in the literature (e.g., Andriollo et al. [22] addressed
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creep by adopting Peric’s model) and implemented in the implicit finite element code
MSC.MARC via user subroutine. Then, a numerical model of the RVE was built and
used to simulate solidification. Results were validated by comparison with experimental
measurements regarding distributions of inelastic and residual elastic strains developed
into the matrix near the nodules. Finally, the developed micromechanical model was used
to evaluate the weight that the main parts of the modeling have on the mechanical response
of cast iron in terms of the uniaxial stress—strain curve at room temperature.

The steps of this work in sequential order are illustrated by the flowchart in Figure 1
for a comprehensive view of the overall process.

CALPHAD

Methodology Literature Data

IMatPro

DCl Solid Mean Feld Constltulents
Fractions Approach Material
FP Properties

Residual Validation by
State of Comparison with
FEM Model Stress Experiments
of REV

Simulation Slmulta\tu:.an DCl Macroscopic
of Coolin SR Response
J Tensile Test i

Figure 1. Flowchart of the separate steps of this work in sequential order.

2. Material and Constitutive Modeling
2.1. DCI

The material under investigation is the DCI analyzed in Zhang et al. [17], whose
chemical composition is shown in Table 1. Full chill casting was used to process the ductile
cast iron, utilizing a metal mold with approximate dimensions of 2.6 m x 2.6 m x 4.5 m
and a wall thickness of 100-200 mm. The matrix is ferritic with a small volume fraction
of perlite (about 5%). The average grain size is about 30 um; the mean size diameter of
graphite nodules is ~30 um with a volume fraction of 11.5%.

The JMatPro code was used to obtain the general physical properties of the DCI.
Chemical composition has been input in the code as in Table 1 with the exclusion of
cobalt, cerium, and selenium, which the code does not consider. Although Co and Ce
are graphitizing and spheroidizing elements, even for the low concentrations involved,
all of them have negligible effects on the other properties of the alloy, both physical
and thermodynamic. Since the graphite volume fraction is input to the calculation, not
considering these elements does not affect the analysis results. To ensure the sphericity of
nodules and avoid introducing an undesirable influence parameter such as spheroidicity, a
high Mg content was used.

Table 1. Chemical composition of the DCI (in wt.%). Fe: balance.

C Si Mn P S Cr Ni Co Cu Ti v Mg Ce Se
3.68 230 022 0015 0.011 0.027 0.048 0.024 0.016 0.017 0.014 0.11 0.042 0.043
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Then, the solidification was simulated by obtaining a pearlite—ferrite mixture and
indicating a volume fraction of graphite of 11.5%, starting from a temperature of 1400 °C.
Based on the CALPHAD methodology, with the given composition, the evolution of
the solid fraction with cooling as in Figure 2 was calculated; the solid fractions at room
temperature are reported in Table 2. No appreciable difference was found in considering or
not considering the precipitation of second-phase particles.

Solidification ends at 1065 °C, where austenite and graphite are the only phases
present. At 819 °C, austenite begins to transform into ferrite; at 790 °C, the growth of
graphite nodules ends and the mass content of carbon in the form of graphite reaches the
final value that will be valid until room temperature. At 765 °C, cementite begins to form;
below 750 °C, austenite is no longer present and the weight fractions of the other phases
stabilize at the value they will maintain until room temperature.

100
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Figure 2. Variation of DCI solid fractions in Vol.% with temperature.

Table 2. DCI solid fractions at room temperature.

VO].O/O Wt.o/o

Graphite 11.207 3.591
Ferrite 87.827 95.362
Cementite 0.966 1.048

Assuming that all cementite is present in the form of pearlite, the volume fraction of
the latter can be derived from the values of Table 2 knowing that it is a two-phased, lamellar
(or layered) structure composed of alternating layers of ferrite (87.5 wt%) and cementite
(12.5 wt%). A solid fraction of cementite equal to 1.048 wt% requires a fraction of ferrite
in the perlite equal to Fe, = 7.334 wt%. This amount is 0.077 of the total ferrite, and from
this value, the volumetric fraction of ferrite in perlite (6.755%) can be calculated. Thus, the
volumetric fraction of the perlite, obtained by adding this amount to the cementite, turns
out to be 7.72%.

The volumetric fraction of graphite contained in nodules, as calculated by JMatPro,
is slightly lower than measured (11.2% vs. 11.5%), while the contrary is true for perlite
(7.7% vs. 5%). Although slightly different, the solid fractions predicted by thermodynamic
equilibrium are very close to those measured, so the calculated general physical properties
can be considered reliable.

The estimates of elastic properties, however, seem to be less reliable. The Young’s
modulus calculated is 147.4 GPa. This is much less than that reported in the literature for a
cast iron of the same grade, which is between 167 and 170 GPa; likewise, the calculated
Poisson’s ratio is 0.274, compared to 0.28 reported in the literature [15,25-31].

It is unclear whether these discrepancies, also found for other cast iron classes, are due
to a deficiency in the database available to the code or whether they result from a different
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interpretation in measuring the mechanical quantity. The nonlinearity of the stress—strain
curve of cast iron, even below the yield strength, makes the figure highly dependent on the
derivation method. In any case, given the apparent discrepancy, the elastic properties of
cast iron were taken from the literature, neglecting the estimates obtained with JMatPro.

2.2. Matrix
2.2.1. Microstructure

In agreement with the solid fractions in Table 2, the carbon still available would be
0.09 wt% (0.093 wt% if related to the matrix alone). However, as noted in the previous
paragraph, this amount overestimates the amount present. For more reliable estimation,
matrix solidification was iteratively simulated with JMatPro by imposing different carbon
contents to obtain the correct volume fraction of perlite. The solidification model used is
based on the lever rule; the starting composition is the same as that considered in Table 1, with
the fractions appropriately scaled with respect to proper carbon content. Magnesium, cerium,
and selenium were excluded from the calculation since the code does not consider them.

Simulation results have shown that a carbon content of 0.058 wt% leads to general
steel with a perlite volume fraction of 5.693%, which, for the cast iron with a graphite
volume fraction of 11.5%, is equivalent to 5.06%. The estimated amount of carbon is not far
from the 0.036 wt% used in [22] with the aim of obtaining a steel equivalent to the matrix of
the analyzed DCI. The chemical composition obtained for the matrix is reported in Table 3.

Table 3. Chemical composition of matrix (in wt.%). Fe: balance.

C Si Mn P S Cr Ni Co Cu Ti A\ Mg Ce Se
0.058 2386 0.228 0.016 0.011 0.028 0.05 0.025 0.017 0.018 0.015 0.114 0.044 0.045

The variation of the solid fractions with temperature is shown in Figure 3. This
material has the same chemical content as the matrix for temperature less than 790 °C,
at which, as seen in the previous paragraph, the mass content of carbon in the form of
graphite has reached its final value. For higher temperatures, the carbon in the cast iron matrix
is higher, and the composition of Table 3 no longer represents that of the actual matrix.
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Figure 3. Variation of matrix phases in wt% with temperature.

At that temperature (790 °C), a residual amount of austenite (6.14 wt%) is still present,
which completely decomposes below 770 °C. At 770 °C, cementite begins to form; at 769 °C,
its solid fraction is already 0.5 wt% and increases slowly with cooling to a final value of about
0.71 wt%, reached at 600 °C. Solid fractions of the steel at room temperature are given in Table 4.
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Table 4. Volume and weight fractions of matrix phases.

wt.% Vol.%

Ferrite 99.217 99.165

Cementite 0.71308 0.717
Me6C 0.03939 0.06003
MNS 0.03093 0.05863

Since at 790 °C the nodules are fully formed and the chemical composition of the
matrix is frozen, it is reasonable to consider that the simulation of cooling to determine
the state of the residual stresses should begin at this temperature. However, although the
matrix and the equivalent steel, under 790 °C, have the same chemical composition, they
arrive at that temperature with different structures, and time associated with a thermal
jump is required to reach solid fractions congruent with each other. Starting the simula-
tion of solidification from a temperature very low would guarantee the congruity of the
two structures; on the other hand, skipping the simulation of a significant part of cooling
compromises a correct estimation of the residual stresses. A compromise solution was
identified with the choice of starting the simulation from the lower eutectic of the steel
(769 °C). At this temperature, the structure obtained is very close to the final structure
and, at the same time, the jump between 790 °C and 769 °C is sufficiently tiny to as-
sume, reasonably, the effect on residual stresses is negligible within the approximations of
the analysis.

2.2.2. Mechanical Properties

Once the solid fractions are calculated, general physical and mechanical properties can
be obtained. The values of Young modulus (E), Poisson’s ratio (v), coefficient of thermal
expansion (CTE), and density (o) as functions of temperature are given in Appendix A.

Further, providing the final grain size, a matrix proof stress at room temperature of
350.72 MPa is calculated, from which its variation with temperature can be obtained; see
Figure 4. In the plot, a sudden variation is observed at 770 °C, the temperature at which
austenite (FCC structure) decomposes completely to favor ferrite (BCC structure).
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Figure 4. Variation of matrix proof stress with temperature.

From the proof stress values, true stress—true strain curves for different strain rates
and temperatures can be finally obtained. In Figure 5, calculated quasistatic curves for
different temperatures are reported together with the experimental tensile curve, measured
at room temperature in [32] for the matrix of the same grade of DCIL. The comparison
reveals excellent agreement, particularly for strains up to 0.2.

The description of the mechanical behavior of the matrix must be completed with
the modeling of creep. Due to the short time of the cooling process, the transient strain
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cannot be neglected compared to the steady state. This choice is in agreement with the
classification proposed by Sherby and Bruke [33], in which Class II alloys, such as Fe-5i
alloys, show a significant primary stage.
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Figure 5. Calculated matrix flow curves at different temperatures (line and symbols) and experimental
curve (symbols) at room temperature from [32].

For the material investigated, creep is not of application interest and therefore the
amount of data available is minimal. This and the need to model the primary creep
precluded using JMatPro for that modeling aspect. To account for the primary, the Esposito
and Bonora model [34] was adopted, for which transient creep strain rate is a function of
the steady-state creep rate:

¢ (@) €
P = exp [R],(fexp(—e())] (1)

where the material coefficients () and ¢y denote, respectively, the scaled activation volume
and the decay constant, ¢ is the creep strain, and ¢ the creep strain rate. In this formulation,
for specified reference stress and temperature, the lower bound of the creep rate in the
transient region corresponds to the steady-state creep rate, éss. To describe the latter, in the
present work, the following semi-empirical model for secondary creep rate has been taken
as a starting point [35,36]:

. DGb /o \"

ts = 4% (o) @
where A is dimensionless constant, D is self diffusivity, G is shear modulus, b is the Burgers
vector, K is the Boltzmann constant, T is the absolute temperature, o is the applied stress,
and 7 is the stress exponent.

The model has been improved to account for effective stress, o — 0, as defined
in [37,38]. Here, 0, called “back stress” or “friction stress”, represents the stress sup-
ported by substructural factors other than dislocations taking part in the creep deformation
process, [38], such as subgrain or subcell sizes and particles dispersed in pure or alloy
metals [39,40]. This concept implies that creep occurs only when effective stress is positive,
whereas for applied stresses below ¢y, creep is negligible, [41], and can be ignored in
modeling. Therefore, considering that secondary creep deformation in Equation (2) is
driven by effective stress, the following rate-controlling relation can be proposed:

DGb (o —0,\"
éss:A ( p) (3)

kT G

As stated before, the availability of creep data for the alloy under investigation is
minimal. Among the few available works, Kaibyshev and Kazakulov [42] analyzed steel
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with a composition very similar to that of the DCI matrix but with a different grain size,
6 mm versus 30 um.

Experimental analysis of Fe-5i with an amount of silicon comparable to that of the
DCI matrix concluded that, even though some effects on the transient creep exist, grain
size does not affect steady-state creep [43-45]. Accepting this limitation, the data in [42]
were used to calibrate the model coefficients. In the procedure, the following aspects
were considered. First, the simulated cooling occurs at temperatures lower than 800 °C;
therefore, deformation behavior at higher temperatures is out of the range of interest.
Second, for temperatures lower than 550 °C, the stress required for creep strain to occur is
exaggeratedly higher than those achieved in the cooling process. Therefore, coefficients
were calibrated on data limited to the range mentioned above.

The first step is the calibration of the back stresses. From Equation (3), the relation

between egé/ " and applied stress can be plotted; see Figure 6.

().7 \ D T 0
0.6+ \ A .
0.5f A |
= v750°C
03 ¢/ g a700°C ]
i X « °
o2l 6500C |
©600°C
0.1 g 10, w5 As50°C |
A = — Linear fit
0 L \ L !
0 100 200 300 400

o(MPa)

Figure 6. Relationship between ég/ " and o for n = 4.75; interpolations of experimental data from [42].

Here, the red dashed line indicates the stress up to which the relation is linear for each
temperature, assuming a calibrated value of n = 4.75. Extrapolation to zero strain rate
provides the relative back stresses values.

Their variation with the inverse of the temperature, reported in the semilogarithmic di-
agram in Figure 7, can be adequately described by the relation proposed by
Mohamed et al. [46]:

p

_ Qp
C = Bexp RT (4)

where B is a dimensionless constant, R the universal gas constant, and Qp, an energy term.
The calibrated coefficients are shown in Table 5.

The self diffusivity parameter, D, according to [47], can be described by the Arrhe-
nius equation:

D = Dgexp 1;—? (5)

where Dy is material constant and Q is the activation energy for inelastic deformation. For
a-iron, the following values can be adopted: Dy = 2 x 1074 [38] and Q = 280 [48].

In Figure 8, normalized steady-state strain rate ¢:,kT/(DGb) versus normalized ef-
fective stress (¢ — 0,)/G is plotted on a logarithmic scale, assuming b = 0.248 nm for
a-Fe according to [49]. The linear fit of the data for (0 —0,)/G < 0.003 allows the de-
termination of the coefficient A and the verification of n for the region of interest in this
paper; see Table 5. For completeness, in the same table, the calibrated coefficients for
(0 —0p)/G > 0.003 are also reported and identified with subscript 2. The existence of the
two different techniques is also reported in [42,50].
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Figure 7. Variation of normalized back stress with temperature.
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Figure 8. Normalized strain rate vs. normalized effective stress; interpolations of experimental data
from [42].

Table 5. Stady-state creep constants.

Qp Dy Q
B (KJ/mol) (m%/s)  (KJ/mol) " A

569 x 1077 46.1 2 x 1074 280 4.75 7.9090 x 108 8.16 3.3390 x 10%7

ny Az

In Figure 9, the steady-state creep strain rates as a function of stress at different
temperatures are shown. The comparison between experimental [42] and calculated data
measures the effectiveness of the modeling adopted for stationary creep.

For calibration of the coefficients related to primary creep, it is convenient to rewrite

Equation (1) in the form:
¢ Q) €
afin( )] = (i) - (5) ©

Kaibyshev and Kazakulov [42] also reported ¢ vs. e curves for the stress pairs of
78.9 and 99.3 MPa and 28.0 and 43.3 MPa, respectively, for the temperatures of 500 and
600 °C. Interpolations of these experimental data with Equation (6) give the values of the
decay constant and scaled activation volume plotted in Figures 10 and 11, respectively.
Both () and ¢ are functions of applied stress, but are temperature-independent [34].
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At least in the considered range, the decay coefficient variation with stress can be
described with a linear relation:

o
g0 =¢&y+ = 7
¢ )
While for scaled activation volume, an exponential decay was adopted:
- o
Q=0+ Cexp| —= (8)
G
[m] o A
102} ]
T 10} o 800°C ]
= v 750°C
K )
8 700°C
10-5L % 650°C ]
o 600°C
A 550°C
¢ — Proposed model
108 L L
10! 10° 10°

o(MPa)

Figure 9. Variation in steady-state creep strain rates with stress at different temperatures: comparison
between experimental data of [42] and proposed model.
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Figure 10. Variation of decay constant with applied stress; interpolation of experimental data at
500 °C and 600 °C from [42].
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Figure 11. Variation of scaled activation volume with applied stress; interpolation of experimental
data at 500 °C and 600 °C from [42].
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Calibrated material coefficients for primary creep are given in Table 6.
Table 6. Transient creep coefficients.
&0 C1 (OX) C Cs
(mm/mm) (MPa) m3/mole m3/mole (MPa)
2.2515 x 1074 4.7957 x 10* 4.0 x 1077 45 %1075 7

Comparison between experimental data, [42] and calculated creep strain rates, Figure 12,
confirms the proposed model’s correctness, which is effective in describing both transient and
steady-state regimes.

1074 . . . . . . . .
O 600°C, c=28MPa
O 600°C, 0=43.3MPa
1077 A 500°C, 7=78.9MPa | 1
O 500°C, v=99.3MPa
— Proposed model

1078

0 0.005 0.01 0.015 0.02 0.025 0.03 0.035 0.04

&
Figure 12. Creep strain rate versus creep strain: comparison between experimental data of [42] and
proposed model.

2.3. Nodules

Since the bulk material of the nodule graphite is not available, information regarding its
constitutive behavior is minimal. On this premise, the modeling was chosen to be as simple as
possible. During solidification, the nodules are subject to extremely low stresses and marginal
deformations. Therefore, they were modeled as homogeneous, isotropic, and elastic.

To determine the elastic constants, the mean-field approach was used by the commercial
code Digimat-MF. For the matrix, elastic constants calculated in the previous section were fixed.
For the nodule, a Young’s modulus of 27 GPa was imposed in accordance with the estimate
made by Hervas [51] based on microhardness measurements. Then, the Poisson ratio was
varied iteratively until elastic constants for the DCI were consistent with what was presented
in Section 2. Specifically, with a nodule Poisson’s ratio of 0.22, values of E = 167.8 GPa and
v = 0.28 are obtained for the DCI. The values determined can be considered constant with
temperature, to a good approximation, over the range of interest. This result is consistent with
the high melting temperature of graphite, 3700-5000 °C, depending on its microstructure and
measurement method [52], when compared to that of steel matrix.

To verify the correctness of this assumption, the trend of the Young’s modulus of the
DCI with temperature, thus determined, was compared with experimental measurements
reported by Delprete and Sesana [53], for a different grade of cast iron, scaling the data to
room temperature values; see Figure 13. The agreement found confirms that the variation
is dominated by the effect of temperature on the matrix response alone.
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Figure 13. Variation of Young’s modulus with temperature for DCls: comparison between experi-
mental data after [53] and results of the mean-field homogenization.

Finally, the determination of CTE, which is fundamental to the type of analysis ad-
dressed in the paper, was addressed. In the literature, detailed measurements, over several
temperature ranges, perpendicularly, a |, and parallel, x|, to the axes of the hexagonal
crystal of graphite are available. The CTE for graphite nodules was obtained by employing
the data reported in Tsang et al. [54], using the relationship proposed by Riley [55] for
polycrystalline graphite:

2 1
X = ngJ_+§DCH 9)

Assuming a random orientation of the graphite structure, as in the case of polycrystals,
agrees with the cone structure described by Monchoux et al. [56]. Calculated values for the
temperature range of interest are shown in Figure 14.
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Figure 14. Graphite nodule CTE variation with temperature.

3. Numerical Modeling

Simulations were carried out with the implicit finite element code MSC.Marc.2021. For
the RVE definition, the random distribution of nodules into the DCI matrix was reduced
to a simple cubic (SC) cell structure (Figure 15a). The initial dimensions of the cell were
chosen to have, at room temperature, a diameter of graphite nodules of 30 um and a
volume fraction of 11.5%, corresponding to the average values for the DCI considered. This
leads to a cell side Ly =49.723 um at room temperature. Matrix and nodule were modeled
as deformable bodies and discretized, respectively, with 13,312 and 2048 isoparametric
hexahedral elements with 8 nodes and 8 Gauss points, Figure 15b.
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Figure 15. Illustration of RVE: (a) cell structure; (b) mesh.

To model the interface contact, the “node-to-segment” procedure was employed.
Although, during cooling, sliding motion between matrix and nodule surfaces is unremark-
able, a friction definition is needed to suppress the rigid motion of the nodule. For this
purpose, the bilinear model was used [57] assuming a friction coefficient of 0.2.

Coupled thermomechanical analyses were performed and, therefore, two types of
boundary conditions had to be applied. Concerning the thermal part, to simulate cooling,
the temperature as a function of time was imposed uniformly on all nodes of the mesh. For
the mechanical part, periodic boundary conditions [58] were applied on the cell contour
using “tying” constraints [57] through the homogeneous linear constraint equation:

S S

w;m =u; +u (10)
where the superscript k+ and k— represent the relative node sets on the opposite surfaces of
the RVE, the subscript represents the ith direction, and RN; indicates the specific reference
node, introduced, outside the mesh, for each direction. Macroscopic stress and strain were

obtained by homogenizing respective values over the cell:

£= () = %/Vst (11a)

L= (o) = %/Vzrdv (11b)

where £ and X are the logarithmic strain and the Cauchy stress tensors at the macroscale,
while € and ¢ are the strain and stress tensors in the RVE.
Large displacement, finite strain, and Lagrangian updating formulation were adopted.
Numerical analyses were performed in two steps: cooling from 769 °C at room
temperature was simulated to calculate residual stresses; then, at room temperature, starting
from the material state determined by cooling, a uniaxial tensile test was simulated to
analyze the expected macroscopic response of the DCI.

4. Simulations and Results

The proposed model was utilized to analyze the DCI studied by Zhang et al. [17].
In the paper, characterization of the microstructure of DCI after solidification is reported.
Specifically, the dislocation density and elastic distortion of the crystal lattice, within the
matrix, were measured around the nodules referred to as “A”, “B”, and “C” using the
synchrotron 3D technique, differential aperture X-ray microdiffraction (DAXM).
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The reference system for the measurements, as detailed in [59], is shown in Figure 16.
Normal strain ¢/, in the direction of the F-axis, recorded along straight paths parallel to
Z-axis at different distances from it as indicated by the blue dots, was used as the measure
of elastic distortion.

Y

Figure 16. Reference system for X-ray measurements of elastic residual strain.

The dislocation density and elastic distortion of the crystal lattice are directly related
to the irreversible deformation and the state of residual stresses generated during solidifi-
cation, respectively. Therefore, they were used as metrics for comparison with the results
of numerical simulations.

Cooling was simulated by imposing the temperature curve shown in Figure 17, which
was experimentally determined in [22], as a boundary condition on all mesh nodes. It
leads to the generation of a triaxial stress state, gradually becoming more severe as the
temperature decreases, which varies from point to point in the cell.

Because of the different stiffnesses of the constituents, most of the stress is borne by
the matrix; its components, in modulus, are highest near the contact interface and lowest at
the cell boundary. In the nodule, the equivalent stress is always less than 6 MPa, which
supports the choice of having assumed elastic behavior for it.

For numerical-experimental comparison, only measurements concerning nodule “A”
were considered. Nodules “B” and “C” were excluded from the analysis due to their
proximity, which creates a considerable divergence between the local morphology and the
modeled periodic structure.

With the proposed numerical model, it is not possible to calculate the density of
dislocations as measured in [17]. However, since it is related to the value of irreversible
strain calculated at the end of cooling, to make a comparison, the two quantities are plotted
in Figure 18 as a function of distance from the nodule normalized by its radius. Calculated
strains are taken at the mesh nodes, starting at the nodule-matrix interface, approximately
on the same plane (consistent with the position of the mesh nodes), and on lines parallel to
those of the X-Ray beams.
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Figure 17. Cooling curve of the DCI, after [22].
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Both quantities exhibit a maximum near the nodule and decrease monotonically as
they move away from it. The qualitative finding is consistent even if the strain level is
probably too low to speculate on a comparative analysis between these two quantities.

A more direct analysis can be conducted by comparing the components of elastic
strain. The experimental values, digitized from [59], are plotted in Figure 19 along with
the numerical predictions. The comparison shows good agreement in absolute values and
trends as a function of distance from the nodule. However, experimental results show an
inversion for values of z/ R, ranging from 0.3 to 0.04, depending on the position x/R;,. For
the definition of the reference system and the actual size of the nodule under consideration
(50 um in diameter), the region affected by the inversion can be identified with a shell
surrounding the nodule with a thickness of about 2 to 5 um.

The reason for such a trend is unclear; Andriollo et al. [59] argued that the figure
might be fictitious because the measurement could be affected by the sharp gradients in
chemical composition. Indeed, the latter, as reported by Levine et al. [60], affects the value
of the unstrained lattice spacing used as the reference to calculate the experimental strain.
Finally, it is worth mentioning that, experimentally, such a trend was not observed around
the “B” and “C” nodules.

An analysis was conducted to evaluate the influence of different model parts on the
result. In Figure 20, the elastic deformations predicted by the full model are compared with
the results obtained without considering creep. For the observed strain component, not
considering creep leads to an overestimation of compression by about 15%, which leads to
a deviation from the experimental evidence.
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Figure 19. Local residual elastic strain measurement: comparison between experimental data and
numerical prediction.
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Figure 20. Final residual elastic strain calculated with and without considering creep.

Analyzing the two creep components separately reveals that the major contribution to
relaxation is carried out by secondary creep. In Figure 21, gradual generation of ¢ during
cooling for a point at z/R,, = —0.0116 and x/R,, = 0.14 is shown.

The black, blue, and red curves represent the strain component trends predicted,
respectively, with the full model, considering only the secondary creep, and without
considering creep.

The deviation of the black curve from the others, at about 737 °C, indicates stress
relaxation due to the primary creep component. For higher temperatures, creep is inactive
because the matrix’s stress is less than the threshold stress. With cooling, the secondary
creep (about 729 °C) is activated and quickly becomes dominant over the primary creep.
Below 550 °C, creep becomes inactive as testified to by the constant offset between the
three curves.

Finally, strength curves at room temperature for the uniaxial stress state were calculated
(Figure 22) with different settings of the numerical model: after simulating cooling with the
proposed model, blue line; after cooling with constitutive modeling that does not consider
creep, green line; and without considering cooling (i.e., no residual stresses), red line.

A comparison of the curves shows that considering residual stresses has two consid-
erable effects: first, it makes the elastic part of the curve nonlinear, resulting in a lowering of
the Young’s modulus to 170.9 GPa. This is consistent with what is expected for the blue curve,
versus 196.8 GPa, which is an unrealistic value for DCI for the red. This difference is related to
the second aspect, which is the lowering of the knee resistance of transition between elastic and
plastic regimes.
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Figure 22. Calculated strength curves under uniaxial tension.

As the plastic deformations develop, the residual stresses gradually decrease until
they cancel out, and the difference between the curves disappears at large deformations.

The contribution of creep is less obvious; it has a minimal effect on the material
response that would likely be difficult to appreciate experimentally.

5. Conclusions

The micromechanical approach has proven to be an efficient tool for predicting the
residual stress state that is generated around graphite nodules during the solidification
of DClIs. Correct modeling of the mechanical behavior of the constituents is the basis of
proper analysis and is critical to obtaining reliable results.

To make up for the lack of information on the physical-mechanical properties of the
constituents, literature data were supplemented with those derived adopting the CAL-
PHAD methodology. The method proved effective for the determination of thermodynamic
and physical properties. However, as for mechanical properties, the approach applies only
to those of broad application interest for the type of metal alloy under consideration.

Great emphasis was placed on modeling viscous behavior, which acts at high temper-
atures through relaxation, modeling both primary and secondary creep.

The description of the mechanical behavior of the nodule and matrix was implemented
in a finite element numerical model of the RVE of cast iron. Then, it was initially used to
simulate the cooling occurring in the last solidification stage and determine the state of
residual stresses.

The numerical results were validated by comparison with experimental measurements
using elastic distortion of the crystal lattice as a metric. Analysis of the results made
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it possible to quantify the effects of the two creep contributions, showing a dominant
influence of stationary creep over primary creep.

Once validated, the numerical model incorporating the residual stress state was used
to simulate the uniaxial tensile test. The results show that the effect of residual stresses on
the mechanical response of DCI is limited to the first part of the macroscopic stress—strain
curve and vanishes at large strain.

Creep modeling, although relevant for the correct estimation of residual stresses, has a
negligible effect on the mechanical response of the DCI at room temperature in terms of the
uniaxial tensile strength curve.

Author Contributions: Conceptualization, A.R.; methodology, A.R.; software, E.K.; validation, E.K.
and AR investigation, E.K.; writing—original draft preparation, E.K.; writing—review and editing,
AR, visualization, E.K,; supervision, A.R. All authors have read and agreed to the published version
of the manuscript.

Funding: This research received no external funding.

Data Availability Statement: The data presented in this study are available on request from the corre-
sponding author. The data are not publicly available as the data also forms part of an ongoing study.

Conflicts of Interest: The authors declare no conflict of interest.

Appendix A

In the following, physical and mechanical properties of the matrix, calculated with
JMatPro are reported:
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Figure A1. Variation of CTE and density of matrix with temperatures.
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Figure A2. Variation of Young’s modulus and Poisson’s ratio of matrix with temperatures.
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