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MHD surrogate model for convection in electromagnetically
levitated molten metal droplets processed using the ISS-EML

facility

Evan B. Baker®', Jannatun Nawer', Xiao Xiao@? and Douglas M. Matson'®

Electromagnetic levitation experiments in space are an essential tool for thermophysical property measurement and solidification
studies. In light of the need for material properties as inputs to industrial process modeling, investigators need new tools for
efficient experiment planning. MHD surrogate modeling is a parametric method for prediction of flow conditions during processing
using the ISS-EML facility. Flow conditions in model Au, Zr, and Tizg 5sZr30 5sNi>; samples are predicted using the surrogate model. For
Au, flow is shown be turbulent in nearly all experimental conditions, making property measurement difficult. For Zr, the flow is
turbulent with the heater on and laminar with the heater off, allowing for property measurement during free-cooling experiments
only. For TiZrNi, the flow is laminar under all experimental conditions, indicating that TiZrNi is an excellent candidate for EML
experiments. This surrogate modeling approach can be easily applied to other materials of interest, enabling investigators to
choose materials that will perform well in levitation and to tailor experiment parameters to achieve desirable flow conditions.
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INTRODUCTION

Numerical simulation of complex metal processing is important
for manufacturing in industries such as aerospace, marine, nuclear
reactors, and industrial gas turbine production. Precise knowledge
of thermophysical properties improves modeling by increasing
the accuracy of the input parameters. Electromagnetic levitation
(EML) is a containerless processing method which enables high-
temperature bulk materials processing in an undercooled state for
an extended period. In microgravity, gravity-induced sample
deformation is virtually eliminated, and the use of a spherical
sample improves measurement fidelity. Space electromagnetic
levitation facility (ISS-EML) samples are levitated using a SUPOS
coil (@ German acronym for superposition of frequencies) such
that eddy currents are induced in the sample providing heating
and positioning functions at different frequencies. When the
magnetic field is imposed on the sample, Lorentz forces induce
fluid flow in the levitated sample. Conducting experiments in
microgravity environment reduces the buoyancy and positioning-
driven flow in the levitated molten metal as compared to ground-
based experiments. As a result, the sample stirring is significantly
lower than in ground-based testing.

This is important because the measured thermophysical
properties and phase selection of the samples are greatly
influenced by convection'. Stirring deleteriously affects the
accuracy of viscosity, surface tension, and thermal conductivity
measurements. Therefore, a better understanding of convection
leads to better accuracy and precision in thermophysical property
analysis. EML samples are opaque and almost featureless. They are
highly reactive at high temperature and the large alternating
magnetic field makes it very difficult to directly measure velocity
within a liquid sample®. The momentum transferred by eddies in
the turbulent regime yields higher damping, which gives an
erroneous measurement of viscosity®*. Thus, it is critical to
conduct the experiments in such conditions that the melt

convection remains in the laminar regime. Many researchers have
tried to approach this problem with analytical and numerical
methods>~’. Hyers® evaluated Marangoni convection and natural
convection using magnetohydrodynamic (MHD) modeling which
involves both computational fluid dynamics (CFD) and electro-
magnetic simulation tested by TEMPUS EML. Lee et al.” developed
a numerical model of convection in EML droplets and validated
the simulated results with experimental data. However, it is very
difficult to find quantitative validation of convection velocity
beyond these publications.

Xiao et. al'® developed a surrogate model to correlate
convection in an electromagnetically levitated molten droplet by
performing data sampling from the MHD simulation results. This
model addresses both electromagnetic and fluid mechanics
problems involved in the sample. EML samples can have a wide
range of fluid velocity under different settings resulting in
anywhere between laminar and turbulent regime'’. Xiao'? also
performed MHD simulation using a laminar model and an RNG k-¢
turbulence model to predict flow parameters in both laminar and
turbulent regimes. This generalized model can be applied to a
wide range of material process testing performed in the ISS-EML
facility. Important parameters such as the fluid velocity and shear
rate can easily be calculated by using the results of the MHD
surrogate model.

In this study, we show the ease of applicability of this model to
develop test conditions for future experiments. We have applied
this model for two pure samples, Au and Zr, and one glass-
forming alloy, Tizg5Zr395Niy;. These three samples were chosen
based on the availability of their thermophysical property data
from both experimental and literature values'>'®. These general
models provide coefficients needed to measure fluid flow for
various heating and positioning control voltage settings which can
be used as an important planning tool for researchers. Our main
approach is to evaluate thermophysical properties for a given
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temperature and voltage setting to predict flow velocity, shear
rate, and Reynolds number.

RESULTS

Gold (Au)

We first apply the surrogate model to analyze flow in liquid Au
samples in EML. The Reynolds number is calculated as a function
of temperature and heater control voltage (Fig. 1). As expected,
the Reynolds number increases as temperature and heater voltage
increase. At typical heater voltage levels, the Reynolds number
greatly exceeds the laminar-turbulent transition. Even at very low
heater voltage levels and deep undercooling, the Reynolds
number is greater than 500. This indicates that flow in Au samples
will always be turbulent when the heater is on.

Considering the preference for laminar flow, we can also look at
the Reynolds number when the heater is turned off, and the
positioner control is the dominant factor (Fig. 2). Flow in Au is still
predicted to be turbulent under many common experiment
conditions, even with the heater off. Laminar flow is only possible
with low positioner voltage levels and undercooling greater than
100 K. Thus, experiments that require laminar flow will only be
possible under carefully controlled conditions.

Maximum flow velocity (Umax) @and maximum shear rate (Y.
are also calculated as a function of temperature and positioner
control voltage (Fig. 3). For a given temperature and positioner
voltage, we can therefore predict the amount of convection that
will be present in a given sample during an experiment.

To illustrate how the preceding results can aid in experiment
design, we consider an idealized EML experiment and predict the
flow conditions using the surrogate model (Fig. 4). As shown
above, the flow in Au can only be laminar when the heater is off.
Thus, we present an experiment in which the sample is melted,
ramped to a 200 K superheat, and then allowed to cool freely with
the heater off. If the positioner voltage can be kept as low as 1V,
the flow enters the L-T transition region at 1316 K (21 K under-
cooling) and becomes fully laminar at 1233K (104K under-
co0ling). Umax=0.0289ms™" and V., =556s ' at the point
where the flow becomes fully laminar. If the positioner voltage
requirements are 5V, the flow does not become transitional until
1171K (166 K undercooling) and fully laminar flow is likely not
achievable. Because the Au sample must be allowed to cool freely
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Fig. 1 Reynolds number vs. temperature for flow in liquid Au as a
function of heater control voltage, as predicted by the laminar
model. Flow is turbulent (Re>600) for every combination of
temperature and voltage shown.
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in these experiments, there may only be a short time window in
which laminar flow is present and the measured thermophysical
property data is valid.

Overall, model results indicate that Au will be a difficult sample
to work with in EML experiments. This is because laminar flow can
only be achieved in a very restrictive set of conditions, including
heater off, low positioner voltage, and undercooled samples. Even
if the necessary conditions are achieved, they may be too limiting
to satisfy the science objectives of the experiment.

Zirconium (Zr)

Next, we consider flow in Zr. The surrogate model is again used to
calculate the Reynolds number as a function of temperature and
heater control voltage (Fig. 5). Re for Zr is considerably lower than
that for Au. In contrast to Au, the model shows that laminar flow is
accessible in Zr with the heater on, although U, must be kept
very low.

In addition to the flow regime, we can also calculate U, and
Ymax tO predict the magnitude of convection in our samples when
the heater is on (Fig. 6). Again, laminar flow is accessible in Zr if
heater control voltage can be kept very low. We also observe that
temperature has a minor effect on convection in Zr when
compared to the effect of heater voltage.

While the surrogate model shows that laminar flow will result at
certain combinations of heater voltage and temperature, we also
must recognize that heater voltage and temperature are directly
linked, meaning that not all combinations of these two
parameters are possible in an experiment. For example, the
surrogate model indicates that flow in Zr is laminar for isothermal
hold at T=2300K and UH =0.01V, however, it is likely not
possible to maintain the sample at 2300 K with such a small heater
voltage. Thus, we employ the EML Experiment Simulator to inform
our choice of heater voltage and temperature inputs to the
surrogate model.

The EML Experiment Simulator can be used to calculate the
heater voltage required to achieve a desired isothermal hold.
These heater voltage and temperature pairs are then input to the
surrogate model to calculate Reynolds number, Umax, and Yax
(Table 1). Results were calculated for isothermal holds in helium,
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Fig.2 Reynolds number vs. temperature for flow in liquid Au as a
function of positioner control voltage, as predicted by the laminar
model. Flow is laminar when heater is off, positioner voltage is low,
and undercooling is greater than 100 K.
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Fig.3 Convection in Au. Maximum velocity (a) and maximum shear
rate (b) vs. temperature as a function of positioner control voltage.
This shows the magnitude of stirring expected in Au samples as a
function of temperature and positioner voltage. Curves terminate
where the model becomes invalid due to the onset of turbulent
flow, and the shaded area represents the valid region.

argon, and vacuum environments. The main finding is that the
required heater voltages for relevant isothermal-hold tempera-
tures in Zr are too high to allow for the possibility of laminar flow.
Even in vacuum, with 300 K undercooling, the necessary heater
voltage is 3.76V, and the predicted Re is 1018.1, well above the
transition to turbulence at Re=600. In this way, the EML
Experiment Simulator can be used in concert with surrogate
modeling to narrow down the range of allowable temperature
and heater voltage and calculate the magnitude of convection
under those conditions.

Although laminar flow is ultimately not accessible in Zr with the
heater on for isothermal hold, we find that it predominates when
the heater is off (Fig. 7). The flow in Zr is predicted to be laminar
for all temperatures and positioner voltage levels shown. Free-
cooling experiments on Zr are therefore expected to be
straightforward to perform, as flow in the sample will be laminar
through the entire cooling curve.
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Fig.4 An idealized cycle in which a gold sample is melted, heated
to T, + 200, and then cooled with the heater off. Maximum flow
velocity is plotted as a function of temperature and positioner
control voltage. The shaded area represents the valid region where
Re < 600.
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Fig. 5 Reynolds number vs. temperature for flow in liquid Zr as a
function of heater control voltage, as predicted by the laminar
model. Laminar flow is accessible for U, =0.01V for the entire
temperature range and for U, = 0.5V at undercooling greater than

80 K.

Tiz95Zr39,5Ni

Finally, we examine the flow in TizgsZr3gsNiy;. The Reynolds
number is less than 600 for all experimental conditions shown,
meaning that flow in TiZrNi will be laminar even when the heater
control is on at low to moderate voltage (Fig. 8).

The surrogate model is once again used to calculate umax and
Ymax @s @ function of temperature and heater voltage (Fig. 9). As
expected, Unmax and Y, increase with increasing temperature and
heater voltage. However, we also see that Umax and yp,,, drop to
zero as the sample undercools. This is due to a sharp increase in
the viscosity of TiZrNi in the undercooled region. Therefore, the
TiZrNi sample is predicted to become quiescent as temperature
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Fig. 6 Convection in Zr. Maximum velocity (a) and maximum shear
rate (b) vs. temperature as a function of heater control voltage. Solid
lines are results from the laminar model (valid in laminar flow) and
dashed lines are results from the turbulent model (valid in turbulent
flow). Curves overlap in the transition region. Convection in the Zr
sample increases as temperature and heater voltage increase.

decreases and can even be quiescent above T, if a very low
heater voltage can be used.

Given that the flow in TiZrNi will be laminar under a wide range
of conditions, investigators have more freedom to select
experimental conditions that will produce a desired convection
magnitude. The combined EML Experiment Simulator and
surrogate model approach is used again for TiZrNi (Table 2). The
isothermal-hold temperatures and associated heater control
voltage lead to Reynolds numbers that are well within the laminar
region. Thus, the gas environment, hold temperature, and heater
voltage can be varied to set the desired convection magnitude for
the experiment. Deeper undercoolings than those shown in the
table may be achievable, but the TiZrNi sample will be quiescent
under those temperature and heater voltage combinations.

npj Microgravity (2020) 9

Table 1. EML Experiment Simulator results for Zr isothermal hold.
Hold temperature (K) U (V) Umax Ymax (s°1)  Reynolds
(ms™) number
Helium
T + 200 2328 9.40 0.400 697.5 4165.6
T + 100 2228 8.70 0.372 663.6 3411.7
T 2128 8.02 0.344 623.2 2816.7
T — 100 2028 7.36 0.315 578.2 2336.5
Tmn — 200 1928 6.72 0.287 530.4 1942.5
Tn — 300 1828 6.10 0.259 481.2 1615.3
Argon
Tm + 200 2328 7.25 0.325 594.7 3386.6
Tm+ 100 2228 6.58 0.294 543.0 2691.7
T 2128 5.93 0.263 489.3 21534
T — 100 2028 5.31 0.233 436.0 1730.3
Tn — 200 1928 4.72 0.205 384.1 1392.8
Tm — 300 1828 4.14 0.179 333.1 1115.7
Vacuum
Tm + 200 2328 6.90 0.311 572.4 32433
T + 100 2228 6.23 0.279 518.5 2561.4
T 2128 5.57 0.248 462.6 2031.2
Tm — 100 2028 4.94 0.218 407.5 1615.8
T — 200 1928 4.34 0.190 354.3 1285.6
T — 300 1828 3.76 0.163 303.3 1018.1
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Fig. 7 Reynolds number vs. temperature for flow in liquid Zr as a
function of positioner control voltage, as predicted by the laminar

model. The flow will be laminar for the full range of temperature
and positioner voltage shown.

DISCUSSION

To predict convection in an EML sample, we suggest a step-by-
step procedure using the surrogate model as a planning tool. First,
the temperature-dependent density, viscosity, and conductivity
data for the material should be collected through literature review.
Clearly, better property data will yield better results, however, the
model can still provide insight when the data are uncertain. The
maximum velocity and shear rate can then be calculated under
heater or positioner control, starting with the laminar version of
the model. The Reynolds number is then computed from the Upmax
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Fig. 8 Reynolds number vs. temperature for flow in liquid TiZrNi
as a function of heater control voltage, as predicted by the
laminar model. The flow will be laminar for the full range of
temperature and positioner voltage shown. Reynolds number drops
to zero as the TiZrNi sample undercools due to a large increase in
viscosity.

result and the temperature-dependent density and viscosity. The
predicted Reynolds number is itself useful information for
planning experiments as thermophysical property measurements
should ideally be made when flow in the droplet is laminar. If the
Reynolds number indicates that flow is laminar, then the correct
Umax aNd Yax have already been calculated. On the other hand, if
the flow is turbulent, the model should be re-run with the
turbulent model coefficients to obtain accurate values for Umax
and V., - In deciding between the laminar or turbulent model, we
note that Re <500 is merely a guide for laminar flow and
researchers may adjust this criterion if more information is
available.

Although the model produces uUmax and Y., for any combina-
tion of temperature and heater voltage, it is important to note that
only a subset of the temperature-voltage space is accessible. This
is because the sample temperature directly depends on the heater
voltage. Therefore, experiments parameters should be more fully
constrained with the EML Experiment Simulator. In total, the
investigator can estimate the heater voltage required for each
thermal hold, and the velocity, shear rate, and Reynolds number to
expect in the droplet at that point.

Ultimately, this convection information is directly applicable to
two common types of EML experiments: free cooling and
isothermal holds. In free cooling, the sample is melted and
superheated before the heater control is turned off and the
sample cools freely to the ambient. While cooling, the sample is
under the influence of the position controller only, and convection
is significantly reduced. Thus, for many materials, laminar flow
may only be achievable in a free-cooling type experiment, as
illustrated by our Zr results. The surrogate model describes how
stirring in the sample changes with temperature, meaning that
stirring magnitude during property measurement can now be
known. Future studies may be able to correct for the influence of
convection on their measurements, improving accuracy. For
solidification studies, the model can also quantify the convection
at the time of solidification, which is recognized as a key
variable®'”.
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Fig. 9 Convection in TiZrNi. Maximum velocity (@) and maximum
shear rate (b) vs. temperature as a function of heater control voltage,
as predicted by the laminar model. Convection in the TiZrNi sample
increases as temperature and heater voltage increase. Upmayx and Y.,
drop to zero as the sample undercools due to a large increase in
viscosity.

In isothermal-hold experiments, the sample is melted and then
held at constant temperature (above or below T,,) with the heater
control. Although this experiment type is essential for determining
material properties at a given temperature, the strong influence of
the heater causes greatly increased stirring. In many materials, the
stirring will be strong enough to induce turbulence, which
complicates analysis of measurement error and may invalidate
the result. The surrogate model allows researchers to identify
materials that will be viable candidates for isothermal-hold
experiments, such as the TiZrNi composition shown here. By
eliminating poor candidate materials in the planning stage,
significant time and money can be saved.

The MHD model is steady-state, so researchers should be aware
of the uncertainty in using the surrogate model to predict
convection in a sample that is responding to changes in heater
voltage and temperature. Assuming Fo = 1, the time for internal

npj Microgravity (2020) 9

np)j



np)

E.B. Baker et al.

thermal equilibrium is at most 2.0 s for the range of temperature
in these experiments''. The error in sample temperature depends
on the cooling rate, as AT = (dT/dt)At. Thus, for a cooling rate in
argon of 20 Ks™!, AT=40K. In addition, the model assumes that
the sample is experiencing limited oscillations and deformations,
so it may not be appropriate for applications involving induced
pulses for property measurement'?,

We have modeled flow in Au, Zr, and TiZrNi in EML to predict
convection conditions that affect measurement feasibility. Our
results indicate that Au will be turbulent under most experimental
conditions regardless of whether the heater is on or off, which
presents a challenge to investigators. For instance, turbulent flow
complicates the analysis of oscillation damping during viscosity
measurement as turbulent eddies enhance momentum transfer
thus reducing damping times®. We note that the model used in
this study is specifically developed for ISS-EML and that model
results do not apply to other EML facilities or competing
measurement techniques. Nevertheless, researchers should be
aware of this potential source of additional uncertainty.

Zr is predicted to be turbulent under accessible conditions with
the heater on and laminar with the heater off. For isothermal-hold
experiments, we therefore have the same reservations about Zr as
we do for Au. Importantly, Zr will be laminar in heater-off, free-
cooling experiments, so investigators are advised to restrict their
study to that type, or at least be watchful for the onset of
turbulence when the heater is on.

In contrast to Au and Zr, TiZrNi is an excellent candidate for EML
experiments. Reynolds number for TiZrNi was less than 600 under
all conditions modeled in this study. When not restricted by
turbulence, the surrogate model is a powerful tool for tailoring
experiment parameters to create a desirable amount of stirring.
We can also compare convection for experiments done in
different conditions. For example, for TiZrNi in a thermal hold at
T Ymax IN helium is 5.5 times greater than y,,,, in argon and 23.1
times greater than y,, in vacuum (Table 2). In this way,
differences in convection conditions can be quantified and used
to examine discrepancies in experimental data.

The surrogate model requires density, viscosity, and electrical
conductivity data on the material of interest. Because EML
experiments are often intended to measure these properties, it
is reasonable to assume that some of this data will be unknown or
uncertain during the experiment planning process. In this section
we will demonstrate how this approach can be used even when
the existing thermophysical property data is incomplete. The
preceding TiZrNi results were generated using the best available
data, as listed in Table 3'®23, However, other datasets exist for
Tizo5Zr395Niy; for density, viscosity, and electrical conductivity.
One area of uncertainty is in the viscosity at deep undercooling,
which can be described by an Arrhenius fit instead of the VFT fit
used here. Another uncertainty is in the electrical conductivity
data, which lacked the appropriate calibration measurement
during data collection. This calibration issue is estimated to
introduce an error of £10%, but we will use £20% to take a more
conservative approach. Multiple density datasets agree to within
1%, so the density error is not shown in the following analysis. The
uncertainty in the viscosity and electrical conductivity data is used
to make four alternate results which together represent the total
uncertainty envelope of Upax (Fig. 10). The uncertainty varies with
temperature, but, on average, is £15% of the result produced by
the best available data. This shows that a reasonable estimate of
the flow conditions can be produced by the surrogate model even
when there is significant uncertainty in the existing thermo-
physical property data.

Given the need for accurate thermophysical properties and the
growing list of materials to test, researchers conducting EML
experiments have more candidate materials than time to test
them. Determining which samples to run and how to conduct
experiments efficiently is a critical way to accelerate the property
measurement process. The modeling results presented here
illustrate a method for doing exactly that. For Au, Zr, and
Tizo5Zr395Niy; we show predicted convection conditions as a
function of temperature and control voltage and discuss the
implications for their viability in EML. Our main findings are
summarized below:

(1) Au will be turbulent under most operating conditions
whether the heater is on or off. Laminar flow is only possible
with the heater off, low positioner voltage, and significant
undercooling. This presents significant challenges for
accurate property measurement of Au in EML.

Oel (S mil)

Table 2. EML experiment simulator results for Tizg5Zr395Nis;
isothermal hold.
Hold UR (V) Umax Vmax Reynolds
temperature (K) (ms™) (s number
Helium
Tm + 200 1293  4.02 0.220 329.8 448.2
Tm + 100 1193 353 0.154 228.9 206.6
Tm+50 1143  3.29 0.116 170.6 118.4
Tm 1093 3.06 0.074 104.2 53.7
Tm — 50 1043 2.83 0.025 24.4 11.8
Argon
Tm + 200 1293 1.87 0.094 143.8 191.1
T+ 100 1193 15 0.055 84.2 738
Tm+50 1143 132 0.035 525 355
Tm 1093 1.15 0.014 18.8 10.1
Vacuum
Tm + 200 1293 1.31 0.066 102.4 134.7
T+ 100 1193 0.94 0.034 53.0 46.3
Tm +50 1143 0.76 0.019 28.6 19.7
Tm 1093 0.59 0.005 4.5 35
Table 3. Thermophysical properties of Au, Zr and Tisg 5Zr395Nis;.
Material Tm (K) p (kg m~3) u (Pas)
Au 1337 19,300 (1.13x 1078 T +6.16 x 10>
T+1.03) '8
Zr 2128  —0.27 (T — T,) + 6090°

TisoZrsosNin; 1093  —0.188T + 61622

Hoexp(2.65T)-%7 /(RT))"®

—531x10 %(T—T,,) + 4.83x10 3
Ho€XP (DVFTTO/(T - TO))ZBa

(210x 107 T2+ 1.13%x 107 °T + 1.47 x
10—7)—1 18

(874x10 "' T +1.26x10 6 ''®

(438x 10 " T°-1.41x10 °T+286%x10°%) "
[unpublished data]®

properties of TiZrNi. po = 0.00225 Pa*s, Dyrr = 1.88, Tp = 686.25 K.

PData from 1SS EML Batch 2 resistivity measurement.

“Reference uses a Vogel-Fulcher-Tammann (VFT) fit and an Arrhenius fit. We use the VFT fit in our calculations as it better represents the glass-forming
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Fig. 10 Sensitivity analysis of uncertainty in TiZrNi thermophysi-
cal properties. Bold solid line indicates best data available. Gray
envelope marks maximum and minimum values of u,,,, based on
the uncertainty in viscosity and electrical conductivity. Only the U,
=5V line is shown to preserve clarity. Uncertainty envelope shrinks
with decreasing heater voltage. Dotted: VFT fit for y, o+ 20%.
Dashed: Arrhenius fit for y, o + 20%. Dash-dot: VFT fit for y, c —20%.
Solid thin: Arrhenius fit for p, 6 — 20%.

Zr will be turbulent with the heater on and laminar with the
heater off. This precludes property measurement during
thermal hold experiments, but free-cooling experiments
should provide appropriate flow conditions for measure-
ment. The convection magnitude through the entire cooling
curve can be calculated.

Tize.5Zr395Niy; Will be laminar under all operating conditions
examined in this study, making it an excellent candidate for
isothermal-hold and free-cooling EML experiments. The
sample becomes quiescent as it undercools due to a large
increase in viscosity. Sensitivity analysis for this sample
shows that convection magnitude can be estimated even
when there is significant uncertainty in the existing
thermophysical property data.

Regardless of the viability of property measurement,
solidification studies can benefit from the quantitative
convection information provided by the model.

()

3)

4

The surrogate model is easily applicable to other materials,
without the need for computationally intensive simulation,
enabling an efficient and informed approach to material selection
and experiment planning for EML.

METHODS
MHD surrogate model
The MHD simulation was performed for two different conditions for an ISS-
EML sample. For the first condition, the heater was switched off and only
the positioner voltage was controlled to simulate testing during free-
cooling for dynamic property measurement or solidification undercooling
experiments. For the second condition, the positioner control voltage was
kept constant and the heater was controlled to simulate testing during a
thermal hold or during slow cooling procedures. Both models include
parametric input of positioning control voltage U?,, heater control voltage
UM, sample density p, viscosity u, and electrical conductivity g Droplet
dimension has significant impact on shear rate and maximum convective
velocity®® and is set to 6.5mm in this study. The range of operating
conditions for the generalized model is listed in Table 4.

The max flow velocity and shear rate under various operating conditions
for arbitrary droplet melts can be predicted using the surrogate model,
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Table 4. Sampling of parametric inputs of the MHD simulation.
Properties Values

UF,: Positioning control voltage (V) 2.0-10.0

U?tr: Heater control voltage (V) 0.01-6.00

eyt Electrical conductivity (S m™") 2.0x 10°-6.0 x 10°
p: Density (kg m3) 5000-10,000

u: Viscosity (Pa s) 0.001-0.040

developed by Xiao et al."®'2. In surrogate modeling, a polynomial function
is created by mapping input parameters to model results.

Case 1: Positioner only

The following equation was developed to calculate both upmax and ., in
laminar flow by keeping the heater off and varying the positioning control

voltage':
(o)) o

where the coefficients p;;, were derived using least-squared fitting and
feature selection from raw data. The p coefficients for Eq. (1) are listed in
Supplementary Table 1. Note that i tracks the contribution by the
positioning control voltage, j tracks the electrical conductivity, k tracks the
density, and s tracks the viscosity.

. P\
Umax OF Ymax = €XP (Z pi]kS'(Uctr) :
ij.k.s

Case 2: Heater on

For the common operating range, the heating field is much stronger than
the positioner field, so the effect of positioner voltage can be neglected
when the heater is on. The following equation was developed to calculate
both velocity and shear rate by varying heater control voltage with
constant positioner control voltage'?,

Unax OF Vi = D s (U) 0/ (In(10))"(In(0r))* @)

ijk.s

The q coefficients for Eq. (2) are listed in Supplementary Table 2. Note
the variable notation is different for the heating field as compared to the
positioning field: i tracks the contribution by the heating control voltage, j
tracks the density, k tracks the viscosity, and s tracks the conductivity.

The Reynolds number can be calculated from the density, viscosity, and
maximum velocity at a particular temperature:

_ PUmaxD
u

where D is the droplet diameter. Re is used as a criterion to identify the
flow conditions, where the flow is laminar for Re <500, transitions to
turbulent for 500 < Re < 600, and is fully turbulent for Re > 600'2. Equations
(1)-(3) can directly be used for predicting the outcome of future
experiments in ISS-EML facility without running the entire flow simulation.

Re (3)

Example calculation

Equation (2) can be used to predict umax as a function of p, y, and o, for
UM, =5.0V. The values of p, 4, and o as a function of temperature should
be obtained from the literature.

In Eq. (2), the first term of the summation is obtained by setting i=0,
j=0,k=0and s=0,

Tst term: Umax1 = Goooo (U%,)°p°(In 1)’ (In 0e1)° = Goooo = 2.705x 10"

The second term of the summation is obtained by setting i=0, j=0,
k=0ands=1,

2nd term: Umax. = Gooot (UH,)°p°(Inp)°(Inog)' = —2.375x 1072(In o)

Similarly, all 17 terms can be calculated using the values listed in
Supplementary Table 2:

Umax = Goooo + Gooor (IN Ger) + Gooro(IN 1) + Goor1 (In ) (In Ger) + Goor2(In ) (In oel>2
+ Goozr (Inp)*(Inoey) + G1000U, + G1001 UM, (I Ge) + Gro02 UM, (In 0a)’
+ @ro10U (I ) + Gron US, (Inp)(In 0t) + Groa0 UL (In 1) +a1100U, 0
+ 101U o(In 0er) + 110Ut p(In 1) + Gr200Utp? + Gao00 (UH)?

+ G201 (UR,)? (INGe1) + Ga010(UR,)*(In ) + G2100(UR,) %0 + G3000 (UH, )

npj Microgravity (2020) 9
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For a 6.5 mm zirconium (T,;, = 2128 K) sample at T=2200K the density is
6070.6 kg m 3, viscosity is 0.0044 Pa's, and electrical conductivity is 68,957 S
m~". For this particular sample, the maximum convective velocity is:

Umax = 2.705% 10" — 2.375x 107 2(Ingg) + 1.481x 10~ (Inp) — 1.758
x1072(In0g) + 3.930x 10~ *(In ) (In 0¢)*—1.420

x1075(Ing) — 9.354x 107" (In)?(In o) + 1.100x 10" (UM, ) — 3.587
x1073(UH,) Inoe| —3.068x 1073 (U, ) (In0¢)” —1.638

x 1073 (U, (Inp) — 2.927x 1073 (U ) (Inp) (In o) + 9.942

x 1078 (U, H)( In[J —8.575x 1077 (UyH)p + 1.135x 1076 (U H) p(In G

+2.931x 1010 (UH,)p(Inp) + 3.861x 1073 (U, )p? + 7.098 x 10* (UH,)?
+1.269x 103 (UX,) (In o) — 7.639x 1078 (UM, ) (Inp) — 6.038
<107 (UK,)°p

=0.2266ms"!

The Reynolds number for this case is 3618 which is in the turbulent
regime. Calculating convection as a function of temperature requires data on
density, viscosity, and electrical conductivity as a function of temperature.
The available literature data is listed in Table 3. We employ the surrogate
model for the temperature range T, + 200, but acknowledge that much of
the literature data is collected over a more limited temperature range.
Analysis of the uncertainty in the surrogate model when the material
property data is not fully known is included in the discussion.

We use a MATLAB script to perform the surrogate model calculations.
Additional tools include the MSL/EML Experiment Simulator developed by
DLR and S.E.A.,, which predicts temperature-time profiles of EML samples
using RF parameters and coupling coefficients that describe the interaction
of the sample with the RF field*. Parameter sets for Zr and TiZrNi for the
Experiment Simulator were provided by DLR.

Reporting summary

Further information on research design is available in the Nature Research
Reporting Summary linked to this article.
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The data that support the findings of this study are available from the corresponding
author upon reasonable request.

Received: 16 August 2019; Accepted: 14 February 2020;
Published online: 16 March 2020

REFERENCES

1. Hanlon, A, Matson, D. M. & Hyers, R. Microgravity experiments on the effect of
internal flow on solidification of Fe-Cr-Ni stainless steels. Ann. N. Y. Acad. Sci.
1077, 33-48 (2006).

2. Hyers, R. W,, Trapaga, G. & Abedian, G. Laminar-turbulent transition in an elec-
tromagnetically levitated droplet. Metullargical Mater. Trans. B 34, 29-36 (2003).

3. Matson, D., Fair, D., Hyers, R. & Rogers, J. Contrasting electrostatic and electro-
magnetic levitation experimental results for transformation kinetics for steel
alloys. Ann. N. Y. Acad. Sci. 1027, 435-446 (2004).

4. Matson, D. M., Xiao, X., Rodriguez, J. & Wunderlich, R. K. Preliminary experiments
using electromagnetic levitation on the International Space Station. Int. J.
Microgravity Sci. Application 33, 33026 (2016).

5. Bauer, H. & Eidel, W. Marangoni convection in a spherical liquid system. Acta
Astronautica 15, 275-290 (1987).

6. Hyers, R, Matson, D., Kelton, K. & Rogers, J. Convection in containerless proces-
sing. Ann. N. Y. Acad. Sci. 1027, 474-494 (2004).

7. El-Kaddah, N. & Szekely, J. The electromagnetic force field, fluid flow field, and
temperature profiles in levitated metal droplets. Metall. Trans. B 14B, 401-410 (1983).

8. Hyers, R. W. Fluid flow effects in levitated droplets. Meas. Sci. Technol. 16, 394-401
(2005).

9. Lee, J, Matson, D., Binder, K, Herlach, D. & Hyers, R. Magnetohydrodynamic
modeling and experiment validation of convection inside electromagnetically
levitated Cu-Co droplets. Metall. Mater. Trans. B 45B, 1018-1022 (2013).

10. Xiao, X, Hyers, R. & Matson, D. Surrogate model for convective flow inside
electromagnetically levitated molten droplet using magnetohydrodynamic
simulation and feature analysis. Int. J. Heat. Mass Transf. 136, 531-542 (2019).

npj Microgravity (2020) 9

11. Lee, J, Xiao, X, Matson, D. & Hyers, R. Numerical prediction of the accessible
convection range for an electromagnetically levitated Fe50Co50 droplet in space.
Metullurgical Mater. Trans. B 46, 199-207 (2014).

12. Xiao, X, Lee, J., Hyers, R. & Matson, D. Numerical representations for flow velocity
and shear rate inside electromagnetically levitated droplets in microgravity. Npj
Microgravity 5, 7 (2019).

13. Brillo, J., Egry, |, Giffard, H. & Patti, A. Density and thermal expansion of liquid Au-
Cu alloys. Int. J. Thermophys. 25, 1881-1888 (2004).

14. Berry, S. R, Hyers, R, Racz, L. & Abedian, B. Surface oscillations of an electro-
magnetically levitated droplet. Int. J. Thermophys. 26, 1565-1581 (2005).

15. Paradis, P.-F., Ishikawa, T. & Yoda, S. Non-contact measurements of surface ten-
sion and viscosity of niobium, zirconium, and titanium using an electrostatic
levitation furnace. Int. J. Thermophys. 23, 826-842 (2002).

16. Ishikawa, T., Paradis, P.-F., Itami, T. & Yoda, S. Non-contact thermophysical
property measurments of refractory metals using an electrostatic levitator. Meas.
Sci. Technol. 16, 443-451 (2005).

17. Matson, D. M. Retained free energy as a driving force for phase transformation
during rapid solidification of stainless steel alloys in microgravity. npj Microgravity
4,22 (2018).

18. Pottlacher, G. High Temperature Thermophysical Properties of 22 Pure Metals
(edition keiper, Graz, 2010).

19. lida, T., Guthrie, R, Isac, M. & Tripathi, N. Accurate predictions for the viscosities of
several liquid transition metals,plus barium and strontium. Metall. Mater. Trans.
37B, 403-412 (2006).

20. Yoo, H., Park, C, Jeon, S,, Lee, S. & Lee, G. W. Uncertainty evaluation for density
measurements of molten Ni, Zr, Nb and Hf by using a containerless method.
Metrologia 52, 677-684 (2015).

21. Paradis, P.-F. & Rhim, W.-K. Thermophysical properties of zirconium at high
temperature. J. Mater. Res. 14, 3713-3719 (1999).

22. Bradshaw, R. C. Automatic Containerless Measurements of Thermophysical
Properties of Quasicrystal Forming Melts, Dissertation, U Mass Amherst (2006).

23. Bradshaw, R. C. et al. Nonlinearities in the undercooled properties of
Ti39.5Zr39.5Ni21. Philos. Mag. 86, 341-347 (2006).

24. Lee, J, Xiao, X., Matson, D. & Hyers, R. in TMS2013 Supplemental Proceedings (ed.
TMS) 469-476 (Wiley, 2013).

25. Glaubitz, B. et al. The electromagnetic levitator (EML) on board the ISS - an
overview and outlook. Deutscher Luft- und Raumfahrtkongress, 1-9 (2015).

ACKNOWLEDGEMENTS

This work was funded by NASA under grant NNX17AH41G and 80NSSC19K0256 at
Tufts University. The authors acknowledge collaborations with RW. Hyers of
University of Massachusetts-Amherst and colleagues at the German Space Agency
(DLR) and acknowledge access to the ISS-EML which is a joint undertaking of the
European Space Agency ESA and the DLR space administration. The reported work
was conducted in the framework of the ESA research project THERMOLAB AO-2009-
1020.

AUTHOR CONTRIBUTIONS

E.B.B. concept design, model processing and analysis, error analysis, manuscript
writing; J.N. concept design, model processing and analysis, manuscript writing; X.X.
model processing supervision, manuscript editing; D.M.M. study and concept design,
study supervision, manuscript editing, and funded investigator.

COMPETING INTERESTS

The authors declare no competing interests.

ADDITIONAL INFORMATION

Supplementary information is available for this paper at https://doi.org/10.1038/
s41526-020-0099-7.

Correspondence and requests for materials should be addressed to D.M.M.

Reprints and permission information is available at http://www.nature.com/
reprints

Publisher’s note Springer Nature remains neutral with regard to jurisdictional claims
in published maps and institutional affiliations.

Published in cooperation with the Biodesign Institute at Arizona State University, with the support of NASA


https://doi.org/10.1038/s41526-020-0099-7
https://doi.org/10.1038/s41526-020-0099-7
http://www.nature.com/reprints
http://www.nature.com/reprints

E.B. Baker et al. an

9
Open Access This article is licensed under a Creative Commons article’s Creative Commons license and your intended use is not permitted by statutory
BY Attribution 4.0 International License, which permits use, sharing, regulation or exceeds the permitted use, you will need to obtain permission directly
adaptation, distribution and reproduction in any medium or format, as long as you give from the copyright holder. To view a copy of this license, visit http://creativecommons.
appropriate credit to the original author(s) and the source, provide a link to the Creative org/licenses/by/4.0/.

Commons license, and indicate if changes were made. The images or other third party
material in this article are included in the article’s Creative Commons license, unless
indicated otherwise in a credit line to the material. If material is not included in the © The Author(s) 2020

Published in cooperation with the Biodesign Institute at Arizona State University, with the support of NASA npj Microgravity (2020) 9


http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/

	MHD surrogate model for convection in electromagnetically levitated molten metal droplets processed using the ISS-EML facility
	Introduction
	Results
	Gold (Au)
	Zirconium (Zr)
	Ti39.5Zr39.5Ni21

	Discussion
	Methods
	MHD surrogate model
	Case 1: Positioner only
	Case 2: Heater on
	Example calculation
	Reporting summary

	References
	References
	Acknowledgements
	Author contributions
	Competing interests
	ADDITIONAL INFORMATION




