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Abstract. This paper deals with the simulation of microstructure evolution in steels, specif-
ically eutectoid steels, where competitive diffusive (pearlitic) and diffusionless (martensitic)
transformations may take place.

Diffusion-controlled transformations are modelled by using the classical Johnson-Mehl-
Avrami-Kolmogorov law for isothermal transformations, while the martensitic transformation
Is assumed to obey either the Koistinen-Marburger or the Yu laws.

The non-isothermal evolution of diffusive transformations is derived from the isothermal
transformation kinetics either by invoking the additivity rule, or by integrating the rate form of
the Johnson-Mehl-Avrami-Kolmogorov law in time. The ability of both techniques to build con-
tinuous cooling transformation (CCT) diagrams from isothermal transformation (IT) diagrams
Is evaluated.

Microstructure evolution is coupled with the thermal analysis, performed using the finite
element method.

A finite element analysis of a quench problem is finally carried out to evaluate the perfor-
mance of the model.
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1 INTRODUCTION

This paper aims to modelling the evolution of the microstructure in a material undergoing heat
treatment. This stage of the study is focused on monophasic transformations on eutectoid steels
during continuous cooling processes.

An eutectoid carbon steel, initially austenitic, transforms either to pearlite or martensite de-
pending on the cooling rate. The austen#gearlite transition is driven by the diffusion of
carbon atoms, and hence it is time-dependent. On the other hand, austeaitensite trans-
formation is diffusionless.

The transformation kinetics is described by means of isothermal-transformation (IT) dia-
grams (also known as TTT-diagrams), usually obtained by dilatometry. Diagrams for general
cooling and heating conditions are derived from IT-diagrams making appeal to the Scheil’'s ad-
ditivity rule: a general thermal history is described as a series of isothermal steps. Strictly
speaking, the additivity rule holds only for isokinetic reactions, i.e., reactions where the nu-
cleation rate is proportional to the growth rate. Nevertheless, in practice it has been applied
satisfactorily to more general transformatidns.

Some researchérscriticized the broad use of the additivity rule, and proposed more sophis-
ticated models. These works are based on the integration of the rate form of the Johnson-Mehl-
Avrami-Kolmogorov (JMAK) law, which defines diffusion-controlled transformations under
isothermal conditions.

In this paper, the JMAK law itself (i.e., not its rate form) is used together with the addi-
tivity rule in order to model non-isothermal transformations. We compare this model with the
JMAK-rate model proposed by Lusk and 3dar computing diffusion-controlled transforma-
tion under continuous cooling. We show that the method based on the additivity rule is simpler
and provides better accuracy than the rate-based one. Last, but not least, the model based on the
additivity rule is cheaper to compute.

Regarding the diffusionless martensitic transformation, we apply the widely used Koistinen-
Marburger law. However, as it will be demonstrated, this law is not able to model complete
transformations. So, an alternative law proposed by*apable of modelling such transfor-
mations, is also tested.

Finally, the present model will be applied for simulating the Jominy end-quench test, com-
paring our results with available experimental and numerical data.

2 MODELLING OF DIFFUSION-CONTROLLED TRANSFORMATIONS

The evolution of the transformed constituent is described by using the Johnson-Mehl-Avrami-
Kolmogorov (JMAK) law, which is the most commonly used model for describing diffusive
transformations kinetics. This law defines the volume fractiaf the product constituent at
timet for an isothermal transformation at temperatiiras

p=P[l —exp(=bt)], (1)

wherea, b and P are parameters that depend on the temper&tureld all along the transfor-
mation.
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The coefficientss = «(T) andb = b(T) are determined by knowing two points in the
IT-diagram of the material being modelled for the given temperdfurd he parameteP =
P(T) is the maximum fraction of product constituent that can be formed along the isothermal
transformation at temperaturé If P = 1 the transformation is said to be complete. In general,
P has to be determined experimentally by measuring the fraction of each constituent present
at the end of each isothermal transformation. For proeutectoid constituents (ferrite, cementite),
the value ofP can be deduced from the equilibrium diagram using Hultgren extrapotafion.

In order to track the evolution of the microstructure during a non-isothermal diffusion-driven
transformation, two alternatives will be explored: the use of the additivity rule, and the integra-
tion of the rate form of the JMAK equation (1) in time, as detailed below.

2.1 The additivity-rule (AR) model

According to the additivity rule, we can represent any non-isothermal transformation as a series
of stepsi = 1, 2, ... where the temperature is maintained at a constant \faldering a period
At;.

Let p; be the fraction transformed at the end of the isothermal stearried out at temper-
atureT;, which is taken as the initial fraction for the next isothermal stepl developed at
temperaturd’; ;. The fraction at the end of this step is determined by

Pit1 = Pip1 (1 —exp (=1 (t] + Atir)* 1)), 2)

where P,y = P(Ti11), aiy1 = a(Tis1), biv1 = b(Ti11), Atiyq is the duration of the step
i+ 1, andt; is a fictitious time defined to be the time needed to obganturing the isothermal
transformation at temperatuie, {, i.e.

] 1/ai+1
t;:(bl In — L ) . (3)

i+1 -Pi+1 — Pn

2.2 The JMAK-rate model

Mathematically, it can be shown that the transformation described by equation (1) is isoki-
netic only if « does not depend on temperature. If it is not the case, the additivity rule is no
longer valid in a strict mathematical sense. Therefore, the evolution of the transformed phase
during non-isothermal processes should not be modelled as a series of isothermal steps but com-
puted by integrating the rate form of the JMAK equation, written as the autonomous differential
equation

' e P 1-1/a
p=>0'%(P —p) (lnP—p) vVt >0, (4)
p(0) = po, (5)

where the superimposed dot indicates time derivative.
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Regarding the initial conditioryp, should be null but it is often assigned a small value in
order to facilitate the numerical integration of equation (4), particularly when explicit methods
are used.

In order to integrate equation (4), the following single-step algorithm will be used:

1-1/a;ye
Pit1 —DPi  ,1/ai40 Pito )
—— =1 ai0(Piyrg — p; In —— , 6
Ati+1 i+0 +0< +6 p +9> ( Pi+‘9 . pi+.9 ( )
where, for any variable,
Airo = Ai +0(Nig1 — Ag) (7)

with 0 < ¢ < 1. Particularly,f = 0 gives the explicit, conditionally stable, first-order accurate
forward-Euler (fE) method] = 1 gives the implicit, unconditionally stable, first-order accurate
backward-Euler (bE) method, afd= 0.5 gives the implicit, unconditionally stable, second-
order accurate Crank-Nicolson (fE) method. For the implicit methods, equation (6) is nonlinear
and has to be solved numerically using iterative methods.

2.3 Generating CCT-diagrams from a IT-diagram

Let us consider the pearlite portion of the IT-diagram of a SAE 6150 steel, as defined by Lusk
and Jouf, with:

a = 3.76 + 0.0235(600 — T), 8)
b= 4.3009 x 107 exp (~4.2355 (exp (49874 x 107°(602.55 — T)%))*),  (9)

whereT is given in degrees Celsius. The C-curves corresponding to 1% and 99% of transformed
phase are plotted with solid lines in Figure 1.

Lusk and Jou’s CCT-diagram was obtained for an unspecified exponential cooling history.
Here, in an attempt to approach Lusk and Jou’s conditions, the following exponential cooling
law is imposed

exp(ct) — 1

T=T— W(TS —Ty), (10)

whereT is given in degrees Celsiusin secondsg = 5. x 1074, Ty = 660°C, Ty = 430°C, and
t is the time spent to cool froffi; to 7', varying betweeni 0% to 10* sec. Further, in order to
compare with Lusk and Jou’s results, the transformation is assumed to be complefe.¢),
in the whole range of temperatures considered.

The time stepAt, defining either the duration of each isothermal step when the additivity
rule is applied or the time step used for integrating equation (4), is $ef4000.

Figure 1 shows the CCT-diagram computed on the basis of the given IT-diagram using both
the model based on the additivity rule and the IMAK-rate model.
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Figure 1: IT-diagram and derived CCT-diagrams

When equation (4) is solved with = 10~* as initial condition (the value0—* is recom-
mended in several articles by Lusk and coworkéfs a certain difference with the results
obtained by using the AR model is observed. The difference is similar to that obserted in,
which had motivated these authors to criticize the applicability of the additivity rule for trans-
formations kinetics where depends on temperature. However, taking strigfly) = 0, the
solution of equation (4) is in excellent agreement with that obtained by the additivity rule.

Now, in order to test accuracy with respect to the time step size, the AR model and the
rate-JMAK model integrated with fE, bE and CN methods were applied to predict the pearlite
fraction at the end of the exponential cooling history given by equation (10)¢with 5 min,
that is

T = 660. — 1421.207 (exp(0.0005¢) — 1), (11)

whereT is given in degrees Celsius anth seconds.

The computed pearlite fractions are plotted on the left of Figure 2.

In order to evaluate the evolution of the error as the time step increases, considering that an
exact analytical solution does not exist, the exact valyg., is approximated by the average
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of the different numerical solutions for an extremely fine time step (0.01 8g¢)s ~ Pave =
0.36360496.

As shown on the right of Figure 2, compared to fE- and bE-rate-JMAK models, the AR
model has the same convergence rate but its error is two-orders-of-magnitude smaller than the
former ones. The CN-rate-JMAK model converges faster than fE- and bE-rate-JMAK models,
but its accuracy remains poorer than that of the AR model for typical time step sizes (0.1 to 1
sec), and as poor as fE- and bE-rate-JMAK models for larger time steps.
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Figure 2: Pearlite fraction after 5 min for the cooling history given by equation (11), as a function of the time step
used for tracking the fraction evolution.

Regarding computational cost, the fE-rate-JMAK and AR models are the cheaper ones, since
the function for updating is explicit. On the other hand, using bE- and CN-rate-JMAK models,
the evolution ofp is governed by a nonlinear equation to be solved numerically by an iterative
process. Additionally, as demonstrated by the influence of the initial ygleg the beginning
of the transformation very small variationstorrespond to large variations gfand in such
case equation (6) must be solved with a very strict convergence criterium (we adopdh€re
for the variation ofp), which increases the computational cost.

Therefore, regarding accuracy and computational cost, we conclude that the AR model re-
sults the best scheme for numerical modelling of non-isothermal transformations, even if the
transformation is not isokinetic.

3 MODELLING OF MARTENSITIC TRANSFORMATION

Contrary to diffusion-controlled transformations, the martensitic transformation is diffusionless
and takes place only in non-isothermal processes. The formation of martensite during cooling
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begins at temperatur&/,, and its volume fraction is usually computed using the Koistinen-
Marburger law:

m:f?(l — €Xp (_k(Ms_T>))7 T < M;, (12)

where# is the residual volume fraction of austenite/d}, andk characterizes the evolution
of the transformation with temperature, usually taken equal to 0.011 for steels. In thisswork,
represents the austenite not already transformed into pearlite once the temp¥rasneached
during the cooling process.

We choose to track the evolution of the martensite fraction by applying equation (12) straight-
forwardly, as done by Murthy et &, Boyadjiev et alt? Bokota and Iskierkd, Alberg and
Berglund?®® Prieto et al* Costa et al® Casotto et at® and contrary to the proposal of Bammann
et al/ Holmberg!”'” Prantil et at® who solve the rate form of equation (12).

Alternatively, we apply the parabolic law proposed by *fuyhich defines the martensite

volume fraction as:
T—M;\°
=~(1—-—-"2_L T < M 1
m 7( (MS_Mf)), <, 13)

being M the transformation finish temperature.

4 THE HEAT EQUATION

Temperature distribution in the domain of interésts governed by the heat conduction equa-
tion

pH—V - (kVT) =0, Vae, Vt>0, (14)
subject to the initial condition
T=Tyx), Ve t=0, (15)
and the following boundary conditions on the clos&re:
T =T(x,t), Va € 02r, Vt > 0, (16)
kVT -n = q(x,t), Va € 082, Vt > 0, a7
RVT -1 = hT)Teno — T), Va € 082, Yt >0, (18)

In the above equation${ is the enthalpy per unit massjs the material density, andthe ther-
mal conductivity; regarding boundary conditioas?r, 012, anddf2.,. denote non-overlapped
portions ofd(2, n the unit normal vector pointing outwards?, 7' andg prescribed values of
the temperature and the heat flux, respectivelg, the heat convection or radiation coefficient,
andT.,,, the temperature of the external environment.

Bulk properties, likep, H andx, are defined by the mixture law

A =mAy, + DA\, + 7N, (29

where )\; is the property restricted to constituenti = m,p,~), andy = 1 — m — p is the
volume fraction of austenite. Each propeitymay be thermodependent.
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4.1 Discretization of the thermal problem

First, the equation (14) is integrated in time using the Euler-backward implicit time-stepping
scheme. The temperatufeat timet = ¢, + At is determined by the equation:

H — H°
Y
where the superindek denotes quantities referred to the previous time ingtgrassumed to
be known.
Finally, the fully-discrete version of the heat equation is obtained by applying the finite
element method (FEM) for spatial discretization. The unknown temperaturdfisldpproxi-
mated as follows:

— V- (kVT) =0, (20)

T(x,t) = N(x)T;(t), Vxe 2, Vt>D0, (21)

where N; is the shape function associated to neadend 7; the unknown temperature at this
node.
Introducing this approximation into the weak form of equation (20), with the shape functions
playing the role of the weighting functions (i.e., Galerkin formulation), we obtain
H; — H?
Ttl + KT — F; = 0, (22)
where H; is the enthalpy vectorls;; is the conductivity (or stiffness) matrix, anél is the
external heat flux vector, each one defined as

H, - / PHN, AV, (23)
n

Ky = / KV N; - VN;dV, (24)
2

EI/ qN; dS+/ h(Teny — N;Tj)N; dS. (25)
0924 092/,

The above integrals are computed numerically. At each integration point, the constituents
fractions are computed using the strategy developed in the previous section.

The non-linear system of algebraic equations (22) is solved using the Newton-Raphson
method.

Remark: The time step used for integrating the heat equation,s&@gy, does not need to
be equal to that defined as the duration of the isothermal steps when the additivity rule is used,
say At gz. In fact, while reducingAt 4z improves the accuracy for tracking microstructure
evolution, the decrease aft;r may cause numerical unstabilities as it is the case in presence
of thermal shock$? and hence in the modelling of rapid cooling processes.

Taking these considerations into account, we decide to uncouple the chaitig; pfand
At 4, being alwaysdtyp > At ag.
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5 APPLICATION

Let us consider the Jominy end-quench test, as treatedoybidrg!’ The material is an eu-
tectoid carbon steel C1080, whose IT-diagram is observed in Figure 3. This diagram is digital-
ized by taking a series of poin{s, 7) on two C-curves. Intermediate values are obtained by
piecewise-cubic Hermite interpolation based on the gathered points.
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Figure 3: IT-diagram for C1080 steel.

Then, taking one point on each curve for a given temperafyrine parameters(7) and
b(T) of the IMAK law are computed. The so-determined valuesaridb are plotted in Figure
4.

Average values are adopted for the mass dengity {200.kg/m?), the thermal conductivity
(k = 34.W/(m°C)) as well as for the specific heat,(= 680.J/(kg°C)) used to define the
sensible part of the enthalpy of each constituent. The total entitéligydefined as

H =c,T— Lyp— L,m, (26)

whereL, = 77000.J/kg and L,, = 84000.J/kg are the latent heats released during pearlitic
and martensitic transformations, respectively.

For martensitic transformation, we assuie = 224°C andM; = 100°C, values that have
been estimated from the IT-diagram in Figure 3.

The domain of interest consists of a cylindrical specimen, with radius 1.25 cm and
length L = 6.25 cm, which is initially fully austenitic at homogeneous temperatiife =
720.°C, and suddenly cooled by applying a water jet to the lower end, according to the convec-
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Figure 4: Parameters for the Johnson-Mehl-Avrami-Kolmogorov law computed from the IT-diagram for C1080
steel.

tion heat exchange law:
Quj = hwj (T> (ij - T)7 (27)
with T',; = 25.°C, and
hui(T) = —1670. + 108.T — 0.0977.7° (28)

given inW/(°Cm?) for Tin °C.Y’
Additionally, the specimen exchanges heat with the environment through its lateral surface.
This heat flux is mainly radiative and is defined'as
Qs = co(Th — T4, (29)

EeNnv

wherees = 0.8 is the emissivity od the surface,is the Stefan-Boltzmann constant, dfigl, =
25.°C is the environment temperature. We make this boundary conditions fit equation (18) by
defining the non-linear radiative heat transfer coefficient

his(T) = eo(T2,, +T?)(Tony + T). (30)

env

The upper end is supposed to be adiabatic.

Linear tetrahedra finite elements are used for the spatial discretization of the cylinder, as
shown in Figure 5. Considering that the specimen as well as the boundary conditions are sym-
metric with respect to the axis of the specimen, just the cylinder generated by a small sector of
the cross section is modelled. Even if an axisymmetric model is best suited for this particular
problem in terms of computational cost, a 3D model is used keeping in mind future industrial
applications.

The heat equation is integrated in time using a time stepz = 0.5 sec, while the duration
of each isothermal step i8¢,z = 0.1 sec.
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Figure 5: Linear tetrahedral finite element mesh of a longitudinal sector the specimen.

Figure 6 shows the distribution of the different constituents along the axis of the specimen,
as computed using the different models. First, let us consider the case of martensitic transfor-
mation defined by widely used KM equation (12). At the quenched end (), the material
is mainly martensitic& 89%), with a small fraction of retained austenite (1%). From this
end to a section located at~ 7. mm, the material present the three constituents: martensite,
austenite and pearlite. The remaining material is predicted to have a fully pearlitic microstruc-
ture. Compared to experimental restitas well as to previous numerical resuitshe marten-
site fraction is understimated at the quenched end. However, the so-estimated width of the
martensitic region is closer to the experimental réstifian that of Fhmberg!’

The underestimation of the martensite fraction is associated to the use of the KM formula.
In fact, equation (12) evaluated at the lowest temperature attainable during the cooling pro-
cesslin = Twj = Teny = 25°C givesm(Tinin) < 88.80% = Mypqy, that is the maximum
martensite fraction attainable under the present conditions.

The Yu law® for martensite evolution enables the modelling of the complete austenite de-
composition into martensite by introducing the temperafuiesuch thatn (1) /7 = 1. The
current model using Yu law for martensitic transformation gives the better results in terms of
agreement with the experimental measu#fea this case, no austenite is retained at the end of
the process. Note that the pearlite fraction is practically identical to that computed using the

KM law for martensite evolution.

6 CONCLUSIONS

The additivity rule has been found to be the best method to track the evolution of the microstruc-
ture evolution during cooling processes. The AR model was not only the most accurate scheme
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Figure 6: Volume fraction of the different constituent along the axis of the specimen.

for typical time step sizes but also one of the cheaper. Further, the AR model has proved to
work not only for isokinetic transformations.

The evolution of the microstructure has been coupled with the solution of the heat equa-
tion in the three-dimensional space, giving a complete tool for the thermal analysis of cooling
processes.

The time steps for integrating the heat equation and the microstructure evolution can be
chosen independently.

The model has been applied to simulating the Jominy end-quench test, showing qualitatively
satisfactory results compared to experiments. Differences with the experiments are mainly due
to the use of the Koistinen-Marburger law for describing martensitic transformation. With this
law, the modelling of a complete transformation is unfeasible for the range of temperatures of
interest. This has been overcome by using the Yu law, which takes into account the temperature
for which the transformation finishes.

The extension of the present model to general heat treatment processes will also be studied
in in future works.
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