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Abstract

We perform direct numerical simulations of the settling of an ice sphere in an ambient fluid
accounting for heat and mass transfer with the aim of studying in a meteorological context the case of
falling graupel in humid air. The study is motivated by the fact that falling graupels in clouds are
heated by the latent heat released during the accretion of liquid water droplets. They may therefore be
considerably warmer than their surrounding and evaporate water vapor, which mixes with the
surrounding air in the wake of the graupel, thereby creating transient zones of supersaturation there.
The problem of a falling graupel is modeled as that of a heated sphere falling in a quiescent ambient
fluid under the action of gravity. The coupling between the temperature and velocity fields is
accounted for by the Boussinesq approximation. This problem can be parameterized by four
parameters: the particle/fluid density ratio Pp / P> the Galileo number Ga = u,D/v (where D s the

diameter of the sphere, v the viscosity of the fluid, u, = \/ 1(p, /P — D gl D,andgthe gravitational
acceleration), the Prandtl number Pr = v/Dt (where Dy stands for the thermal diffusivity), and the
Richardson number Rir = 3(T, — T) / (;—" — 1),where T, — T, is the temperature difference

between the sphere and the ambient fluid and (3 the thermal expansion coefficient of the fluid. A
separate scalar transport equation accounts for the vapor transport. Typical cloud conditions involve
small temperature differences between the sphere and the surrounding, yielding relatively small
Richardson numbers for both heat and mass transport. We give a special emphasis to the Galileo
numbers 150, 170, 200 and 300 in order to analyze the specificities of each settling regime. The
questions addressed in this study are mainly methodological and concern the influence of the settling
regime and the mobility of the sphere on the structure of the scalar fields, the possible influence of
modest Richardson numbers on the structure of the wake, and the possible application of this
simulation framework to the investigation of the saturation in the wake of a falling graupel. We
observe that the body behaves similar to a body with infinitely large density. Buoyancy effects upon the
wake at the values of the Richardson number corresponding to the atmospheric context are found to
be negligible. We discuss the necessity to distinguish between the diffusivity of temperature and vapor
content and for this the requirement to solve both scalar transport equations separately. The
simulations reveal the structure of the saturation field which features zones of supersaturation that
might indeed be the sites of secondary ice nucleation (formation of additional ice crystals). The
potential error in not solving both fields separately is relatively low but affects the regions of the flow
that feature the largest supersaturation, such that it could be preferable to separate both transport
equations depending on the future questions addressed.

©2019 The Author(s). Published by IOP Publishing Ltd on behalf of the Institute of Physics and Deutsche Physikalische Gesellschaft
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Figure 1. Settling regimes observed for a density ratio p, /p,, = 10, for different Galileo numbers and in the absence of buoyancy
effects, with illustration of the wake structure for one Galileo number in each regime (i.e. from left to right Ga = {150, 170, 200,
300}). Blue surfaces represent isocontour of the velocity |i — #,| = 0.80|{i,, — iiy| (where i is the non-dimensional fluid velocity,
@i, the velocity of the incoming fluid and i, the sphere’s velocity) and red surfaces isocontour of the temperature T = 0.1 (where
T=(T—-Ty / (T, — T.),with T'the fluid temperature, T, the temperature of the incoming fluid and T}, the temperature at the
surface of the sphere).

1. Introduction

Convection associated with mass transfer around a settling sphere is of relevance for many industrial and
environmental systems such as clouds or combustion chambers. In the case of a graupel falling in a cloud an
additional effect becomes important. The ice particle can be considerably warmer than the surroundings due to
the latent heat released by the riming process, i.e. the freezing of liquid cloud droplets colliding with the falling
ice particle. The diffusion of heat and vapor in the wake of the ice ball can lead to local vapor supersaturation that
may even lead to secondary ice nucleation in its wake through heterogeneous ice nucleation mechanisms, if ice
nuclei are present. Heterogeneous ice nucleation, in contrast to homogeneous ice nucleation, requires the
presence of another substance usually called ice nucleating particle (INP) and is more likely to occur in the
present context since homogeneous ice nucleation requires very low temperatures (below —38 °C) and large
relative humidity (above 145%). The conditions up to which this heterogeneous nucleation can occur depend on
both temperature and water content as well as the type of ice nuclei (Hoose and Mhler 2012). Heterogeneous
ice nucleation can take place under various modes depending on the atmospheric condition and the type of INP
(Valietal 2015): ice can directly form from water vapor (deposition) or from supercooled liquid (freezing) with
different possible freezing mechanisms (immersion, contact, condensation freezing). A description of the
advection—diffusion of both temperature and water content in the wake of a particle is therefore to be seen as a
first step for a better understanding of the fundamental processes involved in secondary ice nucleation induced
by a falling graupel.

The case of a single heavy sphere falling in a quiescent environment, without accounting for heat or mass
transfer, could seem to be simple but is known to feature complex properties (Jenny et al 2004, Ern et al 2012). It can
be parametrized by two dimensionless quantities, as described in Jenny et al (2004), namely the ratio between
particle and fluid density p, /p, and the Galileo number Ga = uD/v, where u, = \/ (0, /Ps — DgI D isthe
gravitational velocity, D the diameter of the particle, g the gravitational acceleration and v the kinematic viscosity of
the fluid. Figure 1 summarizes the different settling regimes to be expected for a density ratio p, /p,, = 10: for the
lowest Galileo number the particle falls on a straight vertical path and the wake is steady axisymmetric. When Ga
increases, above a critical value Ga,,, the particle follows an oblique path and the wake loses its axisymmetry to
become planar reflectional symmetric. In this steady oblique regime the value of Ga,, is independent of the density
ratio (Fabre et al 2012). Steadiness is lost when Ga becomes larger than Ga,, where a Hopf bifurcation occurs: the
wake oscillates in time while the particle continues to fall in a plane. This is the oblique oscillating regime (Jenny et al
2004). The flow becomes then chaotic when Ga further increases above Ga, s and the particle motion is fully three-
dimensional. The density ratio has been shown to have a negligible effect on the transition scenario for values above
2.5 (Zhou and Dusek 2015). In the case of the flow around a fixed sphere, which can be thought of as a case for which
Py / P, tends to infinity, the transition scenario of the wake structure is parametrized by the Reynolds number

Re = u,.D/v,where u, is the relative velocity of the unperturbed fluid. This scenario is similar to that of free
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spheres of large density ratio, and it has been investigated in many experimental and numerical works (Johnson and
Patel 1999, Ormiéres and Provansal 1999, Ghidersa and Dusek 2000).

Turning now to the case of flows with heat or mass transfer, the literature mostly focused on configurations
where the ratios between scalar diffusivity and fluid viscosity (namely the Prandtl number Pr = v /Dy for the
temperature and the Schmidt number Sc = v/D,, for the mass) is equal to 0.7, 1 or 7. The numerical work of
Bagchi et al (2001) for passive scalar transport featuring Pr = 0.72 and a fixed sphere with Reynolds number
ranging from 50 to 500, showed that the structure of the scalar field is highly dependent on the structure of the
flow field with a clear influence of three-dimensionality and vortex shedding. Ignoring 3D effects indeed leads to
an underprediction of drag and an overprediction of the Nusselt number. Other studies from the literature
explored the influence of density variation due to temperature inhomogeneities, with more attention given to
the configurations of assisting and opposing flow (i.e. where gravity points in the same or in the opposite
direction of the unperturbed flow respectively). This influence of temperature variations on the buoyancy term
is usually parametrized by the Grashof number Gr = (¢ (T, — Ty)D?/v* (where (is the thermal expansion
coefficient, T, the temperature of the sphere and T, the temperature of the incoming flow) or Richardson
number Ri, that are linked by the relation Ri = Gr/Re”. It has been observed in the literature that this can induce
modifications of the structure of the flow and of the heat transfer coefficient (Kotou¢ et al 2008, 2009,
Bhattacharyya and Singh 2008). Bhattacharyya and Singh (2008) studied the influence of buoyancy for a
Reynolds number ranging from 1 to 200 and a Richardson number ranging from 0 and 1.5. They observed the
development of a recirculating eddy downstream of the sphere, which further collapses when the temperature of
the sphere increases, consequently leading to the development of a buoyant plume above the sphere. A main
effect is the delay of the flow separation with Ri. Kotouc et al (2008) also observed that convection tends to
stabilize the flow in the assisting flow configuration by preventing detachment of the boundary layer and the
formation of a recirculation zone, while in the case of opposing flow a destabilizing effect is observed with a
decrease of the critical Reynolds number for the onset of recirculation (Kotou¢ et al 2009). The transition
scenario remains unchanged for weakly heated spheres, while new regimes appear for larger values of the
Richardson number (of the order of 0.3, Kotouc¢ et al 2008, 2009). One can cite for example steady flow regimes
with four or six vorticity threads and respectively two and three symmetry planes. Even a rather weak level of
buoyancy with Ri = 0.1 appeared to have an influence on the critical Reynolds number at which the transition
between the different regimes appears (Kotou¢ et al 2009). As expected, buoyancy can also lead to a modification
of the drag, lift and transfer coefficients. An increase of the drag coefficient with Ri in the assisting configuration
has been observed by Bhattacharyya and Singh (2008), Kotouc¢ et al (2009), while the lift coefficient seems to
decrease with |Ri| (Kotouc et al 2009). Concerning the heat transfer, an influence is only visible for high values of
the Grashof number.

The references mentioned above focused on the influence of buoyancy on fixed spheres and very little
attention has been given to the case of freely falling objects. Dan and Wachs (2010) compared the terminal
velocity of a sphere for Reynolds numbers ranging between 10 and 130 and Grashof numbers Gr = {—100, 0,
100} and observed that a cold sphere settles faster than a warm one, with larger modifications induced at lower
Reynolds numbers. Such modifications on the wake structure can further influence particle trajectories as well as
the way that they might interact. Indeed, the numerical work of Gan et al (2003) showed that the equilibrium
position and the trajectory of a particle settling in a vertical channel might change with the Grashof number.
They further observed that two particles settling in a channel tend to separate if they are colder than the fluid
while they would aggregate if hotter.

Numerical simulations have been employed more recently, in a meteorological context, to investigate the
flow around falling graupels of different shapes (Wang and Kubicek 2013) and the ventilation coefficient of a
spherical hailstone (Cheng et al 2014). Both of them neglected the influence of buoyancy, and set the graupel to
be fixed. Based on this several questions can be raised, which will be the object of the current study.

+ Aswill be seen in the next section, the typical Galileo numbers for falling graupels are relatively large (from
0O(102) to O(10%)), corresponding to the chaotic regime. Therefore the question arises: is it necessary to
consider the chaotic regime when studying secondary ice formation? For this purpose we will detail the
characteristics of the thermal wake, and will base our analysis on the description of the wake in a tilted
coordinate system similar to Uhlmann and Dusek (2014). This is, to our knowledge, the first time that this has
been proposed for a thermal wake.

+ The density ratio representative for falling graupel is typically large (several hundreds), meaning that the
density might be large enough for the system to be equivalent to a fixed sphere (i.e. p, /p,, — 00). The second
question which will be addressed concerns thus the influence of the density of the sphere on the structure of
the thermal wake.
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+ The third point concerns the influence of buoyancy effects: the typical thermal Richardson number of the
system is expected to be small (O(10~%)), but the large Galileo number implies that the corresponding Grashof
number is not necessarily small. Since we consider lower Galileo numbers than the largest values observed in
clouds the Grashof numbers investigated here are smaller than for clouds. We suggest therefore to investigate
configurations featuring larger Richardson numbers (O(10~?)) and above to test if buoyancy can modify the
wake. Itis not clear whether buoyancy would potentially affect the system, since the literature showed that
weak buoyancy (Ri = 0.1) can modify the flow structure (Kotouc et al 2009). This issue will also be addressed
in the current study.

+ Wewill be then concerned more specifically by secondary ice nucleation and will focus the discussion on the
structure of the saturation field. The first question which we will address is purely methodological and
concerns the necessity to separate the transport equation of heat from the transport equation of mass. As it will
be described in the next sections, it is important to take into account the variations of both temperature and
water vapor in the flow induced by the presence of the graupel. The transport equations of both scalars can be
formulated in non-dimensional form by the same type of advection—diffusion equation, with the same set of
boundary conditions, the only difference consisting in the difference of diffusivities. As those diffusivities are
relatively similar, it might be unnecessary to solve two separate transport equations for the two scalars, which
will be discussed in the current study.

+ Thelast point concerns a qualitative description of the saturation that can be reached in the wake of the
sphere: does the graupel increase the level of saturation in its vicinity such that it could have an effect on the ice
content (according to the values indicated by Hoose and Mohler 2012)?

Let us finally emphasize that the goal of the current study is not to investigate in detail the question of secondary
ice nucleation that might be induced, but to discuss the methodological framework that could be used to address
this question and to provide a new database which can be further used to study the possibility of condensation/
deposition in the wake (Prabhakaran et al 2017).

The paper is organized as follows: the methodology followed in the current paper is presented in section 2,
then we will describe the structure of the velocity and temperature fields for different settling regimes first by
neglecting the buoyancy effect (in section 3) and then for Richardson numbers, which we will define here as
Riy = Gr/Gd?, ranging from 0.001 to 0.1 (in section 4). Both sections 3 and 4 concern purely non-dimensional
scalar and velocity fields, while section 5 will be devoted to the description of the saturation field and the
necessity to separate both heat and mass transport equations for the computation of the saturation with respect
to liquid water in the wake of a graupel, for given sets of temperature conditions. We will finally draw
conclusions with respect to the questions addressed in the paper.

2. Methodology

We propose to consider a system representing a sphere of diameter D falling in quiescent moist air as sketched in
figure 2. We follow the Boussinesq hypothesis and model the fluid with constant viscosity v, and a density p
which depends linearly on the local variations of temperature T. The density variations due to variable vapor
concentration are negligible in the present context since they are about two orders of magnitude smaller.

The sphere is supposed to have a uniform and constant temperature T}, the incoming flow has a constant
velocity u, a constant temperature T, and, consequently, a constant density p, . The system is represented by
the Navier—Stokes equations (equations (1) and (2)) coupled to one advection—diffusion equation for the
transport of heat (equation (3)), under the Boussinesq approximation for the representation of the buoyancy
effects. A second (passive) scalar field representing the water vapor concentration is transported according to the
advection—diffusion equation (eq. (4)). The system is described in a dimensionless form with reference
quantities chosen as in Kotouc¢ et al (2009) and Jenny and Dusek (2004), where u,, represents the velocity of the
sphere and u corresponds to the fluid velocity with respect to a fixed frame (0, x*, y*, z*) and evaluated on a grid
(x, y, z) moving with the sphere center as represented in figure 2. Here lengths are made non-dimensional with
respect to the particle diameter, velocity components with the gravitational velocity u,, timescale with the
gravitational timescale D/, pressure with p_ ug. Asa convention, henceforth we denote non-dimensional
quantities with a tilde. The dimensionless temperature and vapor concentration are defined as in equations (5)—(6).
Under these assumptions the governing equations read as follows (for more details on the formulation the reader is
referred to the appendix A):

V. .i=0, (1)
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Figure 2. Sketch of the system studied here: a sphere of diameter D and temperature T}, is falling with a velocity u, in a mix of dry air
and water vapor. The inflow is set at constant velocity u., temperature 1., and concentration 7, .. The concentration at the surface
of the sphere is assumed to be constant and equal to ,,,. Velocities are expressed with respect to the fixed coordinate system (x", y*, z*)
and projected onto the cartesian mesh (x, y, z) translated with the sphere.
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i, = (ny, — nv,oc)/(nv,p - nv,oo) > (6)
where kis the normalized unit vertical vector such that g = —|g| k. We introduce the dimensionless
Richardson number Ridefined as
T, — Ty
Rip = —— - @)

EE
Poo
The sphere is free to move and its motion and rotation are governed by the following equations (with wj, the

angular velocity of the sphere, P the hydrodynamic pressure without the hydrostatic part and # the
dimensionless viscous stress tensor whose components are 7; = [01l;/0%; + 01il;/0%;] /Ga):

di o
&Lf) = 6 %(%n — Pn)dS — k, 8)
P, df ™
da ~
P 0 _ &0 P x s, ©)
P, df ™

Equations (1)—(9) are solved in a strongly coupled fashion with the method of Kotou¢ et al (2008) and Jenny
et al (2004), namely a spectral /spectral-element method on a cylindrical domain with axis parallel to the gravity
vector, and the sphere center placed at the domain axis. We use a spectral element discretization in the axial /
radial (z, r) plane and a Fourier decomposition in the azimuthal direction which was shown to be an efficient
choice for the simulation of the different transitions to be observed (Ghidersa and Dusek 2000). We have used
the same computational domain as Zhou and Dusek (2015) with an extent of 37D and 8D in the axial and radial
directions, respectively, and a discretization into 245 elements with 6 collocation points per element in each
direction. Figure 3 shows the structure of this mesh in a (z, r) plane. We used a discretization in the azimuthal
direction with a truncation at the 7th Fourier mode for steady cases and 10th for unsteady ones. Tests have been
performed with 8 collocation points in each direction and a truncation up to the 16th mode and no significant
difference has been observed.

The Prandtl number is taken equal to Pr = 0.72 throughout this work, meaning that the thermal and mass
boundary layers should be resolved with the same quality as the background flow and no extra refinement is
required here.
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Figure 3. Visualization of the spectral-element mesh in the (z, r) plane. The polynomial expansion within each element is equal to 6
and we truncate above the 7th or 10th azimuthal Fourier mode.

A no-slip boundary condition is used at the particle’s surface and the incoming flow is set constant. A zero-
gradient boundary condition is applied at the outflow plane for the velocity field as well as for the temperature.
Atthe lateral boundaries of the domain a no-stress, adiabatic and hermetic Neumann condition is imposed with
Zero pressure.

In a meteorological context, the transport of water vapor has to be taken into account. It is indeed important
to consider thelocal saturation S which is defined as the ratio between the local vapor partial pressure eand the
saturation pressure eg, (which in our case we assume to be only a function of temperature). The local partial
pressure and vapor concentration are linked according to the relation

n, = e/ka, (10)

with k, the Boltzmann constant. The saturation will therefore depend on both variation of temperature and
vapor concentration. The transport of n, is governed by an advection—diffusion equation (eq. (4)) with a
diffusion coefficient yielding Sc = v/D,, ~ 0.63 (Young 1993) and a non-dimensional concentration defined
according to equation (6). The boundary conditions 1, and n,, , are also set constant and uniform both at the
inflow and on the sphere surface. The corresponding Richardson number is of the order O(10~) such that
density variations due to vapor transport can be neglected. Microdroplets will often collide with the falling ice
particle, and freeze when they come in contact with the ice particle. This leads to an increase of the sphere’s
surface temperature due to the release of latent heat during freezing. For this reason we propose to focus here on
configurations for which T, > T, i.e. asphere which is warmer than the surroundings. Concerning the
boundary conditions on the partial pressure (at infinity and on the particle) we assume that the saturation is
equal to unity with respect to the liquid phase for the incoming flow and of unity with respect to ice at the
sphere’s surface, yielding n,,, = €5, (T))/kpTpand 11, o = €t (To) / kp Too (With gy, the saturation vapor
pressure with respect to liquid water and e, ; the saturation vapor with respect to ice). The boundary condition
atinfinity is chosen to reflect the presence of supercooled droplets in mixed phase clouds. Please note that the
boundary condition at the particle is capable of describing dry growth as well as wet growth, since the latter
occursat T, &= 0 °C, for which es,; = eg,w- We used the correlations of Murphy and Koop (2005) to set the
evolution of the saturation partial pressure ey, j for the phase jas a function of the temperature. For more details
on this step the reader is referred to appendix (B).

The results in sections 3 and 4 are presented in a dimensionless form and do not include the evolution of the
dimensionless concentration number. The difference between the Schmidt and Prandtl numbers are indeed too
small to induce significant difference between the non-dimensional temperature and concentration fields.
Contrarily, the results of section 5 dealing with the description of the evolution of the saturation field include the
solution for the transport equation for 7,,.

A part of the analysis in the wake of the sphere is made with the help of a coordinate system that is not only
centered at position of the particle, but also follows the orientation of its settling velocity, as previously used by
Uhlmann and Dusek (2014). For this purpose we first introduce the velocity of the particle with the Cartesian
coordinates u, = (tpy, Uy, Up,)! and the corresponding unit vector

e = u,/|uy|. (11)
We also introduce the projection of the relative velocity onto the (x, y) plane u;, and its associated unit vector e,
namely
uy = (tpx, tpy, 0)F, (12)
e = w/|uwl, (13)

then we define another horizontal vector e, = e, X e, and finally a unit vector which is now perpendicular
toboth e and ej,; and which is defined by

e =ep1 X e (14)
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Figure 4. Sketches of the orientation of the unit vectors introduced for the analysis in the oblique coordinate system: (a) position of the
sphere and isocontour of the temperature for an oscillating oblique case and orientation of the vectors ey, ey, ey, 1, e, for this specific
snapshot, with a projection of the vectors in a vertical plane (b) and a horizontal plane (c). The dashed lines pass through the center of
the sphere and follow the orientation of e;|.

An example of the structure of this new Cartesian coordinate system is shown in figure 4 for a configuration in
the oscillating oblique regime. We will preferentially consider this coordinate system to describe the structure of
the wake. We denote the position along the e axis as Z and along the e, axis as & . Atilted cylindrical coordinate
system with Zj as a main axis will also be used, and we denote the corresponding radial position by 7| , as will be
used in section 3. Statistics which imply time averaging of the temperature or velocity field, presented in this
coordinate system, are performed as follows: the instantaneous velocity and temperature fields are first projected
onto this instantaneous inclined frame for each snapshot and then averaged over time.

We focus here onadensity ratio p, /o, = 10 and investigate Galileo numbers ranging from 10 to 300 such
that all different regimes to be observed with such density ratio will be covered. A special emphasis is given on
Ga = 150, 170, 200 and 300 in order to describe the specificities of each regime. In the case of a falling graupel
the density ratio would typically range between 330 and 650 with a diameter between 0.5 and 6 mm, leading then
to Galileo numbers ranging from 60 and 2800 (Pruppacher and Klett 2010). In the present study we propose to
focus on intermediate Galileo numbers in order to test the influence of the wake regime on the structure of the
scalar field. It would be necessary in the future to get also more insight on the influence of turbulence or
collective effects but this would go beyond the scope of the current paper and we neglect those effects in the
currentstudy. Weset first p, /p, . = 10and not p, /p,, = 600 as it has the advantage of reducing the
characteristic timescale of the particle and with it the duration of the simulations, but is large enough to behave
inasimilar wayas p, /p,, =~ 600. A real density ratio of 600 can be seen as an intermediate point between
Pp /P = 10 and a fixed sphere (i.e. Py / P, = 00). In order to test the necessity to reproduce the influence of the
mobility in a meteorological context we investigated the density ratios p, /p,, = {1.5; 10; oo}.

We focus on ambient temperature T, ranging between —15 °C and —5 °C and sphere temperature ranging
between —10 °C and 0 °C, the resulting thermal Richardson number for this system is therefore estimated to
varybetween 0.5 x 10~ *and 1.75 x 10 * The corresponding Grashof number Gr = Rir Ga® would range
between Gr = O(1)and Gr = O(10%). The highest Galileo number considered in the current study (300)
combined with the highest expected Richardson number value yield Gr ~ 15. Considering the real values of Rir,
with this Galileo number range, would not yield any visible effect on the flow. For this reason we propose to
explore larger ranges and consider Riz = (0; 0.001; 0.05; 0.1), in order to cover larger values of the Grashof
number.
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Figure 5. Sketch of the typical streamlines and flow regions for a steady axisymmetric configuration. The points P; and P, refer to the
stagnation points, the limit of the recirculation region is represented in green by the isocontour u, = 0. The red line highlights the
transport of warm fluid from the rear of the sphere to the shear region, and the blue line the transport of cold fluid from the shear
region to the rear of the sphere.

3. The case of passive scalar transport

We propose in this section to focus on the structure of the scalar field in the configuration where no buoyancy
effects are accounted for (Rir = 0), for a Prandtl number Pr = 0.72, with the aim of providing a first description
on the influence of the settling regime as well as the density ratio on the structure of velocity and the scalar field.
Figure 1 gives a visual impression of the velocity and temperature field for different Galileo numbers and for

Pp /P~ = 10.The main characteristics of the flow regime are easily recognizable on both velocity and
temperature field: Ga = 150 features an axisymmetric wake while for Ga = 170 and Ga = 200 the wake is
oblique, with oscillations in space only visible for Ga = 200. The structure of the velocity and thermal wakes are
chaotic for Ga = 300. Figure 5 gives also a visual impression of the different zones of the flow.

3.1.Recirculation length

We start our description with the evolution of the extent of the recirculation region behind the sphere as well as
the evolution of the mean transfer coefficients as they provide important information for the following
description. Figure 6 shows the evolution of the vertical component of the instantaneous velocity as well as the
instantaneous temperature field in planes containing the tilted axis x ; and x;,,, for different Galileo numbers. It
highlights the influence of the recirculation region on the temperature distribution in the wake. This region is
indeed characterized by a toroidal vortex whose projection onto two perpendicular planes represents counter-
rotating vortices that affect the temperature as sketched on figure 5: cold fluid is transported from the outer shear
region towards the rear stagnation point. Conversely warm fluid is transported from the back of the sphere to the
shear region, leading to local maximum of temperature in the core of the vortices and local minimum between
them. The influence of the symmetry breaking is also visible. If one considers for instance the steady oblique
case, projected into the (x, , z) plane (Ga = 170 in figures 6(b), (f)), the recirculation is mainly located on the
sidex; > 0and therefore cold ambient fluid is primarily entrained on this side, making the temperature
globally lower in this region of the wake than on the sidex;, < 0.

Figure 7 shows the recirculation length which is defined as the largest distance to the sphere surface for which
the time-averaged streamwise velocity is equal to zero, estimated on the three dimensional contours of the mean
velocity field (with this definition the position of the corresponding point can thus be located away from the
wake axis as can be clearly seen in figure 6). We make the distinction here between two time-averaged flow fields:
the velocity field is either averaged in the original coordinate system (x, y, z) or after rotation to the oblique
coordinate system (e, €j,.1, €1). It shows that the recirculation length first increases with the Galileo number
until unsteadiness is reached. It then decreases in the oblique oscillating regime for further increasing in the
chaotic regime. The increase of L, with Ga is consistent with the observation, for a fixed sphere, of Magnaudet
etal (1995) and Bouchet et al (2006) for the steady axisymmetric regime, but they observe a first decay once the
steady non-axisymmetric flow develops while here the decay starts with the onset of unsteadiness. This
discrepancy is most probably due to estimation of the recirculation length not on the wake axis but as the largest
distance of the isocontour i, = 0 to the sphere surface. We indeed computed the length on the axis and found
similar trend as in Bouchet et al (2006). The decrease of L, of the time-averaged flow for the oblique oscillating
case is a signature of the vortex shedding and the oscillation of the counter-rotating vortices observed in the
plane (x,, z). For more clarity we omitted the configurations featuring Pp/Px = 15012 fixed sphere on the
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Figure 6. Instantaneous vertical velocity (in colors) and temperature isocontours (in black) projected upon a tilted plane for different
Galileo numbers (a—€) Ga = 150, (b—f) Ga = 170, (c-g) Ga = 200, (d-h) Ga = 300. For the velocity the isocontour ¥ = 01is
indicated in white. For the temperature the contours represent the temperature levels {0.2, 0.35, 0.45, 0.6, 0.7, 0.8, 0.9}.

figure, for which we observed either a negligible influence on L, (fixed sphere), or a small decrease of L,
(9, /P = 1.5).

3.2. Transfer coefficient
We use the same definition of the local Nusselt number as Kotou¢ et al (2008), namely

2
Nutjoe = —zA(a—T) - (15)
on Qcond
where Qonq is the theoretical purely conductive heat flux:
Qcond = 27-()\(Tp - T)D, (16)
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Figure 7. Evolution of the recirculation length with the Galileo number for different Richardson numbers Rirand for p, /p,, = 10.
Markers indicate the regime for each Richardson number (A steady axisymmetric, () steady oblique, ¢} oscillating oblique, [J
chaotic) and the vertical dotted lines give the limits between the regimes at Pp/Pre = 10. Colorstyle: —_ Riy = 0, — Rir = 0.001,
— Rir = 0.05, — Rir = 0.1, dashed lines correspond to the original coordinates and solid lines to the oblique coordinate system (in
this case the time averaging operator is applied after projection on the oblique coordinate system). Dashed—dotted lines correspond to

the recirculation length obtained if defined as the distance from the particle to the point on the axis for which the velocity crosses zero
(computed on the tilted mesh). The black dots represents the data from Bouchet et al (2006) for a fixed sphere, and for which we used a

surrogate Galileo number Ga definedby Ga = /3Cp/4 Re.

T T T R T T T
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Figure 8. (a) Evolution of the time-averaged Nusselt number as a function of the Galileo number for Pr = 0.72. Solid line and symbols
depict results from the simulations and dashed lines correspond to correlations Nu,; and Nu,, where the dependence with the
Reynolds number has been taken for (Rer); and replaced by a dependence with Ga according to the relation \/3Cp /4 (Rer); = Ga (as
proposed in Clift et al 1978 for Cp). Linestyle: __ Rir = 0, Pp/P =10, x Rir =0, p,/p,, = 1.5, - _Nug, - - Nu. (b) Time

evolution of the Nusselt number (colored lines) and Reynolds number (black lines) for Ga = 200 (top) and Ga = 300 (bottom) for
Pr=0.72and p, /p,, = 10.

with A the thermal conductivity of the fluid. The mean Nusselt number is then defined as the integral of Nuj,
over the surface of the sphere, which is time-averaged in unsteady flows:

4
Nu=—— fNuOCdS> ) 17
WD2< [ Nucds) (17)

where the operator ( - ), refers to time averaging.
Figure 8 gives the evolution of the mean heat transfer coefficient as a function of the Galileo number and a
comparison with the correlation of Ranz and Marshall (1952), namely:

Nug = 2 + 0.6(Re)'/2 (Pr)!/3, (18)

which can be used for Reynolds numberuptoRe = 5 x 10, as well as another correlation which has been
validated against direct numerical simulation for 1 < Re < 400and0.25 < Pr < 100 (Clift et al 1978):

1
RePr

1/3
Nug, =1+ (1 + ) Re0-41 prl/3, (19)
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Figure 9. Evolution of the velocity deficit (a) and mean temperature (b) on the centerline of the wake for different Galileo numbers,
Rip = 0,Pr = 0.72and p, /p,, = 10, with comparison with the numerical work of Bagchi and Balachandar (2004) and Bagchiand

Kottam (2008). Linestyle: —_ Ga = 100, — Ga = 150, —_ Ga = 170, — Ga = 200, _ Ga = 300. Grey lines indicate the trends

for alaminar (solid lines) and a turbulent wake (dashed—dotted lines). The green dashed line on figure (a) gives the streamwise
evolution of the velocity deficit computed on the original coordinate system. Data for the velocity field taken from Bagchi and
Balachandar (2004) for a fixed sphere in uniform flow at + (Re); = 610, oRe = 107, and data from the temperature field taken from
Bagchi and Kottam (2008) for a fixed sphere in uniform flow at (Re), = 250,and Pr = 1.0 x.

Applied to this study, the correlations would refer to a time-averaged Reynolds number, defined in two ways.
The first one accounts for the three components of the sphere’s velocity Re(t) = |u,| D /v, while the other
accounts only for its vertical component Rer(t) = |u,, .| D/v. Using the balance of external and hydro-
dynamical forces one can show that the mean Reynolds number (Rer ), is linked to the Galileo number
according to the relation \/3Cp /4 (Rer ), ~ Ga (Jenny et al 2004), so that the mean Reynolds number can be
estimated as a function of the Galileo number once assuming that the drag coefficient follows a known
correlation of Schiller and Naumann (1935) with a difference of at most one percent. The combination of the
correlations provides a good estimate of the Nusselt number as a function of the Galileo number, with almost no
difference observed between the values computed with the actual time-averaged Reynolds number or with the
one obtained from the drag correlation (figure omitted). The standard deviation of those coefficients are larger
for the chaotic regimes than for the oblique oscillating one with a standard deviation of approximately one
percent for the chaotic regimes as can be, for example, observed on the time variations of Nu and Re at

Pp /P~ = 10 on figure 8. Interestingly, the time-averaged value of the Nusselt coefficient shows little dependence
on the density ratio, which is in accordance with the formulation of the correlations and the relation between the
drag coefficient and the Reynolds number.

3.3. Structure of the scalar field and influence of the density ratio

We now move on to the structure of the scalar field. We characterize the amplitude of the wake with the decay of
the scalar field downstream of the sphere. This decay is represented on figure 9 both for the scalar field and for
the velocity deficit #;. The latter is defined as

<qu >9t (G ZH)

<|up|>t

where u, = u - ¢ and (. )y refers to the average over the azimuthal direction and in time. The evolution on the
axis 7| = 0 of the velocity deficit as well as the mean temperature are represented on figure 9.

We observe a negligible influence of the wake regime in the rear of the sphere as both fields seem to be
dominated by the influence of the recirculation: the velocity defect first increases because of the reverse fluid
motion on the wake axis in the recirculation zone and then it further decreases. The corresponding temperature
evolution is shown on figure 9(b). It features a rapid decrease within a distance of 0.2D to attain a value
approximately equal to 0.4 as already observed by Bagchi and Kottam (2008). After this zone, both velocity
deficit and temperature decrease, with decay rates that differ from the expected trend (z* for alaminar wake
and z~ %/ for a turbulent wake), most probably because this asymptotic state would be expected at larger
distances from the sphere.

The influence of the recirculation zone is also visible downstream of the sphere with the cross-stream
evolution of the temperature at different positions as shown in figure 10. Due to the recirculation, cold fluid is
transported towards the downstream stagnation point on the sphere which will induce the large gradient
observed on the temperature decay (figure 9(b)), and from there hot fluid is transported to the shear region
creating a local peak of temperature, in accordance with the temperature contours observed by Bagchi et al (2001),

iq(7L, Z)) = — (20)

11



10P Publishing

NewJ. Phys. 21 (2019) 043043 A Chouippe etal

(a) (b) (c) (d)
15 15 15 15
o~
)
= 1
Y
&
=05 0.5
W
5
=z o0 0
5 o 1 2 0 1 2 0 1 2 0 1 2
71 /L, (Z6) 1 /L, (Z6) 71/ Li, (Z:) 71 /L, (Z0)

Figure 10. Transverse profiles of the mean temperature at different locations downstream of the sphere Zj; normalized by the profile
half width LhTW for Rip = 0, Pr = 0.72:(a) Z; = 0.75,(b) Z; = 1,(c) Z; = 1.75,(d) Z| = 5. The dotted line on (c) and (d) indicates the
Gaussian profile. Linestyle: —_ Ga = 150, — Ga = 170, — Ga = 200, — Ga = 300, dashed lines: Py /pOC = 1.5, solid lines:
Pp/Px = 10 and dashed-dotted lines: fixed particle.
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Figure 11. Evolution of the half width of the velocity deficit L;¢ (a), and temperature LhTW (b), for different Galileo numbers, Ri; = 0,
Pr = 0.72and p, /p,, = 10, with comparison with the numerical work of Bagchi and Balachandar (2004) and Bagchi and Kottam
(2008). Linestyle: __ Ga = 100, — Ga = 150, — Ga = 170, — Ga = 200, — Ga = 300. Grey lines indicate the trends for a
laminar (solid lines) and a turbulent wake (dashed—dotted lines). Data for the velocity field taken from Bagchi and Balachandar (2004)
for a fixed sphere in uniform flow at + (Re), =610, oRe = 107, and data from the temperature field taken from Bagchi and Kottam
(2008) for a fixed sphere in uniform flow at (Re), =250, and Pr = 1.0 x.

Bhattacharyya and Singh (2008) and Bagchi and Kottam (2008). The amplitude of this peak decreases for for

Ga = 150,170 and 200 and then slightly increases for the last Galileo number. This first decrease is consistent with
the increase of the recirculation length for Ga = {150, 170, 200} as visual inspections of the temperature field
have shown that recirculation vortices with large streamwise extensions lead to colder fluid in the vortex core. The
small increase of the peak observed for Ga = 300 compared to Ga = 200, which is in contradiction with the
increase of L,, can be attributed to the decrease of the temperature in the inter-vortex region observed from

Ga = 200 to Ga = 300 for the streamwise evolution of the temperature (figure 9): fluid is getting colder in the
intra-vortex region due to the increase of L, but it also gets colder in the inter-vortex region, decreasing with this
the normalized amplitude of the temperature peak. After the recirculation zone, the temperature becomes a
monotonic function of 7, and attains a self-similar Gaussian profile for Z; > 5 as shown in figure 10, which is
consistent with the observations made by Bagchi and Kottam (2008) who found Gaussian profiles in the thermal
wake at streamwise distances of 6.5D and 13D.

The influence of the regime is more visible away from the centerline as can be clearly seen on the streamwise
evolution of the half width of the wake (figure 11). We introduce this quantity for the velocity deficit and the
temperature, respectively L, (Z|) and LE (2)). We define it as the radial coordinate 7|, for a given location Zj on
the axis where the corresponding quantity is equal to e /2 times the value on the centerline (this definition has
also been used by Bagchi and Balachandar 2004, Legendre et al 2006, Bagchi and Kottam 2008). The evolution of
Ly, is represented on figure 11 and shows a similar trend for the scalar quantities and the velocity deficit: the
width first decreases with Z which is consistent with Legendre et al (2006) and then increases almost linearly as

12
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Figure 12. Evolution of the corresponding half width L}(lx of the velocity defect (a) and temperature (b) for Pr = 0.72, Riy = 0and
two Galileo numbers corresponding to unsteady regimes and different mobilities: p, /p,, = 1.5 (dashedlines), p, /p,, = 10 (solid
lines) and fixed particle (dashed—dotted lines). Colorstyle: — Ga = 200, — Ga = 300.

observed with most free shear flows. The width of the hydrodynamic and thermal wakes follow different trends
with Gaas L}, shows similar size for the first three Galileo numbers while L, islower at Ga = 150 than

Ga = 170 and Ga = 200. We have also included a case featuring Ga = 100 to emphasize the effects of both
diffusion and wake regime, since diffusion should tend to increase the growth of the half width with the distance
Zjand the structure of the wake should affect this width at the end of the recirculation region. The evolution of
L, confirms the intuition that the half width of the velocity deficit should increase much faster for Ga = 100
than Ga = 150 due to diffusion effects, which is in accordance with the observations of Bagchi and Balachandar
(2004) who observed a larger width at Re = 107 than at Re = 241 and Re = 261. The half width is surprisingly
larger at Ga = 170 than Ga = 150 although diffusive effects should be expected to be slightly larger at

Ga = 150. The difference in the viscosities are indeed not large enough to induce a significant difference in the
slope of L while the obliqueness of the wake at Ga = 170 tends to increase its width in the recirculation region
once averaging in the azimuthal direction. In the steady oblique regime, the wake projected onto the oblique
coordinate system is not axisymmetric (see for example the visualizations in Uhlmann and Dugek 2014). The
unsteadiness of the wake will also act as diffusive effects and tend to increase the width of the average wake, as we
observe here. This last point is in accordance with the simulations of Legendre et al (2006) in the case of a bubble
for which a thicker wake is observed at Re = 500 compared to Re = 200. Considering now the half width of the
temperature, this trend is less pronounced (figure 11(b)). The influence of the viscosity is clearly visible with a
larger thermal wake obtained at Ga = 100 compared to the other Galileo numbers. But the configurations with
Ga = 150, 170 and 200 feature similar wake widths. This can be attributed to the low difference in diffusivities
between those cases. The enlargement of the wake attributed to the unsteadiness of the regime is mostly visible
on the chaotic regime.

The density ratio does not have an important influence on streamwise evolution of the velocity deficit and on
the temperature (figure omitted). The main difference can be attributed to the slow decrease of the recirculation
length to be observed for Pp /P = 1.5 compared to Pp /P = 10, but which is not observed when comparing
the larger density ratio to the fixed sphere configuration. The half width shows a larger sensitivity to the sphere
mobility as represented on figure 12 which displays an increase of the half width as the density ratio decreases.
This can be attributed to the tendency for the wake to align differently than the particle trajectory when the
density ratio decreases. With this the angle between the wake and the trajectory might increase which causes an
enlargement of the wake once averaging. Another difference at the lowest density ratio is the convergence of the
statistics that has been more difficult to reach for the half widths, for similar observation time, as can be seen in
figure 12. Therefore here the comparison should remain mostly qualitative. The scaled evolution of the
temperature as a function of the radial distance shows little influence of the density ratio (figure 10), apart from
slightly larger peak of temperature in the recirculation region obtained for Pp /P~ = 1.5,asaconsequence of the

small decrease of the extent of this zone. The evolution of L;, confirms that density has less influence on the
thermal wake at short distances than on the velocity deficit.

It appears therefore that in a meteorological context it is important to investigate configurations featuring a
chaotic regime as it affects most of the statistics of the scalar field, starting from the characteristics of the
recirculation zone. The mobility of the sphere can be neglected, or density ratio has to be taken as large.
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Figure 13. Settling regimes observed for a density ratio p, /p,, = 10, for different Galileo numbers and in the absence of buoyancy
effects (left part) and with buoyancy effects (right part, for Rir = 0.1), with illustration of the wake structure for the same four Galileo
numbers as used in figure 1 (i.e. from bottom to top Ga = {150, 170, 200, 300}). Blue surfaces represent isocontour of the velocity
[@ — di,| = 0.80|@, — @,|and red surfaces isocontour of the temperature T = 0.1.

4. The case of active scalar transport

Figure 13 gives a visual impression of the three-dimensional structure of the velocity and temperature fields for
the same Galileo numbers as described in the previous section, here for Rir = 0.1. It first appears that buoyancy
effects tend to elongate the thermal wake in the direction of gravity, due to the transport of warmer fluid in the
upward direction. Another major point is the modification of the regime of the wake for Ga = 170 and

Ga = 200. We indeed observe that axisymmetry is preserved at Ga = 170 while this case is steady oblique for
Rip = 0.In the same way at Ga = 200 the wake does not feature space oscillations anymore and lost its
unsteadiness. Buoyancy, in the assisting flow configuration, therefore tends to stabilize the wake, in accordance
with the previous observations of Kotou¢ et al (2008) and Kotou¢ et al (2009). Figure 14 gives the map of the
different regimes observed for p, /p,, = 10 and for Riyranging from 0 to 0.1. The stabilizing influence of
buoyancy is clearly visible as the different transition thresholds are pushed towards larger values of Ga.

Itis known from the literature that a buoyant plume will be induced at larger Richardson numbers, and the
competition between the upward plume and the original downward motion tends to decrease the extent of the
recirculation region. The evolution of this recirculation as a function of the Galileo number for those new
Richardson numbers is included in figure 7. The trend of the evolution of L, with Ga is conserved: it will first
increase with Ga as long as the regime remains steady, then unsteadiness will be associated with a decay of the
recirculation length until the wake becomes chaotic and then L, increases with Ga. The recirculation length
decreases with Rip, in accordance with the observations of Bhattacharyya and Singh (2008). This decrease can be
seen as the signature of the superposition of two effects: the initial recirculation induced in the rear of the sphere,
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Figure 14. Map of the regimes observed as a function of Ga and Rirfor p, /p,, = 10 and Pr = 0.72 (A steady axisymmetric, () steady
oblique, {) oscillating oblique, (J chaotic).

and the plume with positive streamwise velocity induced by the buoyancy effect. It influences the heat and mass
transfer by a decrease of the local Nusselt number in the region of the rear stagnation point. This is consistent
with the observations of Bhattacharyya and Singh (2008) and Kotou¢ et al (2008) (figure omitted). The buoyancy
induced plume reduces the transport of cold fluid from the shear region towards the rear stagnation point, and
with this the local temperature gradient and therefore the local Nusselt number decrease. But this modification
is relatively small at the Richardson numbers investigated here and no significant difference is observed on the
mean transfer coefficient (figure omitted). This is consistent with the simulations of Bhattacharyya and Singh
(2008) for which only small variations of the Nusselt number are observed in the range 0.0 < Rir < 0.1 and

1 < Re < 200.

We consider now the influence of buoyancy on the evolution of the velocity and temperature field. We first
consider the evolution on the centerline (figure 15) and observe that buoyancy not only decreases the size of the
recirculation zone but also the magnitude of the velocity in this zone as a consequence of the upward flow
induced by density variations. The influence of buoyancy on the velocity deficit on the centerline seems to be
confined in this region as little influence of Riris to be observed at 7| = 0 for larger streamwise positions. The
temperature is more affected on the centerline and it increases with Rir. This can be attributed to the
modification of the recirculation: as this zone is more confined and less intense, the fluid transported to the back
of the sphere is hotter than with Ri; = 0. This tends to decrease the cooling to be observed in this region of the
flow, leading to larger temperatures. If we now consider the evolution of the half width, we see that the influence
of buoyancy is more pronounced as represented on figure 15, where it can be seen that buoyancy tends to
decrease the width of both thermal and velocity wakes, meaning that the wake is more confined. A possible
interpretation of this is that buoyancy tends to favor the alignment of the wake in the vertical direction and
through this the alignment with the sphere’s trajectory leading to a thinner wake.

5. Saturation profiles in the wake

We now examine the evolution of the saturation in the wake of the sphere for physical conditions that are the
most relevant in a meteorological context. For this reason the case with Ga = 300 is chosen, which features a
chaotic behavior, with no contribution from buoyancy (Riy = 0). Since the scalar fields seem to be little affected
by the particle mobility at high density ratios, we present the case of a fixed sphere, which also ensures
consistency with former work (Wang and Kubicek 2013, Cheng et al 2014). We will investigate the following set
of temperatures of the sphere:

T, = {—10, —5, 0} °C, 21

and for the temperatures of the incoming fluid:
T, = {—15, —10, —5} °C, (22)

with the condition that the particle will always be warmer than the fluid. In the current section we will briefly
describe the structure of the saturation field with respect to ice defined as the ratio between the local partial
pressure e and the saturation water pressure with respect to liquid water e, ,,:

SW(X) t) = e/esat,w (23)
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Figure 15. Evolution of the velocity deficit (a) and mean temperature (b) on the centerline of the wake as well as the corresponding half
width L4 (c)and LE (d), foradensity ratio Py /P =10 and for different Galileo numbers, at Rit = 0 (—) or Ri; = 0.1 (...).

Colorstyle: — Ga = 150, __ Ga = 170, _ Ga = 200, __ Ga = 300.

_ ka’lV(X, t)T(X> t)

(29)
esatw (T'(X, 1))

The aim of the analysis is twofold. First, we will test whether the local saturation can increase up to values that
might trigger further ice nucleation (Hoose and Mohler 2012). Second, a methodological issue will be addressed
with a discussion on the necessity to separate the transport equations of heat and water vapor. The difference
between Schmidt and Prandtl number is in the present case relatively small, and the boundary conditions in
non-dimensional form are the same for the temperature and the vapor concentration, which could suggest to
use the approximation 7i, = T.In the current study, our goal is to have access to the detail of the saturation field
in the wake of the particle in order to address these two questions, namely what is the range of saturation
reached? And does the approximation 7i, = T have a negligible influence? As previously explained in section 2,
we set the saturation to be equal to unity with respect to the liquid phase at infinity and equal to unity with
respect to ice at the particle surface such as to model the presence of micro-droplets at the inflow. It could also
represent a wet growth regime at T, = 0 °C since we would have then egy,, = €ay,i- The saturation field with
respect to water will depend on the set of temperatures taken at the boundaries and figure 16 gives a visual
impression of the saturation S,, for the smallest and largest temperature differences between the particle and the
updraft. It shows that the largest temperature difference (i.e. a very warm graupel) will induce the largest
saturation, which can be larger than 1.1 in a large portion of the wake. For the lowest temperature difference (i.e.
configurations with the coldest hailstone) the level of saturation reached is much lower. This last configuration
does therefore not appear to be favorable for secondary ice nucleation.

From the definitions (10), (24) and (47) one can show that the incremental change of S,, is linked to the
incremental change of /i, and T according to

s, (1 1 Deqw

Sw T esatw OT

~ MNyp — Myoo
(T, — T)dT + ———da,. (25)

ny,

This shows that very close to the particle, the variations of 71, and T will act in different ways, since the coefficient
in front of dfi, is always positive and the coefficient in front of T always negative, due to the evolution of e,y ,,
in the range of temperature considered here. It explains the small saturation observed in the vicinity of the
particle for very small Zj on figure 16. Indeed, in this region we will have a decrease of both i, and T.Itleads on
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Figure 16. Instantaneous saturation with respect to liquid water shown for one half of an axial /radial plane, comparing two sets of
boundary conditions, for Ga = 300, a fixed particle, Rir = 0, Pr = 0.72and Sc = 0.63 (top: T, = —10 °C, T, = —15 °C, bottom:
T, = 0°C, T, = —15°C).
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Figure 17. Evolution of the mean real (Sc = Pr, thin lines) and ideal (Sc = Pr, heavy lines) saturation with respect to liquid water as a
function of the conditional temperature in non-dimensional form T (a) or dimensional form (b), for a given set of temperatures

(Tp, Tx)- The notation (-) refers here to the ensemble and time averaging operator. The colored areas indicate the amplitude of the
standard deviation for each case, the solid grey lines indicate a saturation of unity with respect to water and the dashed grey line on
(b) indicates the saturation of unity with respect toice (i.e. S,y = €5a,i(T)/€sar,i(T)). Linestyle: __ T, = —10°C, T, = =5 °C,

— T, = 0 °C,solidlines T, = —15 °C, dashed lines T,, = —10 °C, dashed—dotted lines T, = —5 °C.

the one hand to a decrease of the local partial pressure, but on the other hand to the decrease of temperature T
and inducing a decrease of the threshold e, ,,(T) at which we attain supersaturation.

If we neglect the differences in the diffusivity of mass and heat (i.e. i, ~ T), then equation (24) can be
written in the form S,, = f (T, T,, To).

We can introduce with this the surrogate saturation S that would be obtained by computing , from the
non-dimensional temperature, hence providing information on the expected saturation. Itis computed asa
function of T only and the boundary conditions according to:

. kb(nv,oo + (nv,p - nv,oo) T)(Too + (Tp - Tx) T)
esat,W(Toc + (Tp - Too) T) .

S (26)
The evolution of this ‘ideal’ saturation S is represented as a function of the temperature and for different sets of
boundary conditions on figure 17.

Equation (25) shows not only that partial pressure and temperature have opposite contributions but also the
necessity to account for both variations. We now investigate to which extent the approximation 7, = T would
affect the results obtained here. For this we introduce the relative error, e (x, t) = |S,,(x, 1)/ 85 (x,t) — 1|to
quantify the differences reached. Table 1 summarizes the maximal relative error between S, and S,, obtained for
different sets of boundary conditions. It shows that the error can attain up to roughly 7% for the largest
temperature difference. Figure 18 depicts the evolution ina (7, Z) plane of the relative error obtained on an
instantaneous field. It shows that the largest error is reached in the mixing region and in the recirculation region
next to the sphere, indicating that the local temperature might have an influence on this error.
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T, = —10°C, Ty, = —15°C

2l

Figure 18. Instantaneous relative error between the definitions of the saturation with respect to liquid water shown for one half of an
axial/radial plane, comparing two sets of boundary conditions, for Ga = 300, fixed particle, Pr = 0.72 and Sc = 0.63 (top:
T, = —10 °C, Tx = —15 °C, bottom: T, = 0 °C, Tx = —15 °C).

Table 1. Maximal relative error between S,
and S, for different sets of boundary

conditions.

T,(°C) T, (°C) Max relative error
0 —-15 7.02 x 1072

0 —-10 3.53 x 1072

0 -5 1.38 x 1072
-5 —-15 341 x 1072
-5 —10 1.23 x 1072
—10 —-15 1.08 x 1072

Let us take a closer look at the typical saturation S,, that is encountered for a given temperature. For this we
proceed as follows: we first divide the temperature domain into bins of temperature T.and we denote by
(T, t) the ensemble of saturation values obtained on the subvolume Q(T, t), itself defined by the condition
T(x € UT, 1), t) = T.. Wethen average, for each temperature T, over the samples collected in time by the
ensemble of saturation %, (T;, t). We denote the corresponding mean by (%,,) (T;). The evolution of this
conditional-averaged saturation as a function of the conditional temperature T, is represented on figure 17,
where the standard deviation is also indicated. It confirms the trend given by the evolution of ST, namely that for
the smallest values of T (i.e. far away from the sphere) S,, increases with T until a non-dimensional temperature
T; ranging between 0.2 and 0.4, after which the saturation S,, decreases with 7. It also explains the increase of the
saturation observed on figure 16 in the vicinity of the particle, as T will decrease when going from the particle towards
the fluid (negative components of dT°). The evolution of S,, emphasizes also the influence of the boundary conditions
since it appears that a large temperature difference tends to increase S,, in the regions T < T;, leading to larger increase
of the saturation for a given temperature difference. This last point explains the difference observed for two sets of
boundary condition represented on figure 16. The case (T, = 0 °C, Ty, = —15 °C) appears indeed to be more
favorable to the development of supersaturated regions than the configuration (T, = —10 °C, T, = —15 °C). The
comparison between the evolutions of S,I and .%,, shows that the ‘ideal’ saturation S, provides a good approximation
of the effective saturation, with the tendency to underestimate it.

Let us now finish with a brief discussion on the evolution of the saturation as a function of the temperature
represented on figure 17(b). It indeed shows that transport of both heat and mass increases the saturation above
the level of saturation equal to unity with respect to the liquid phase, which was already known to be a value at
which a marked increase in ice-nucleating activity is achieved (Beard 1992). This indicates that, as proposed in
the literature (Dye and Hobbs 1968, Rosinski and Morgan 1991, Pruppacher and Klett 2010), a falling graupel
could be at the origin of alocal increase of the saturation that might trigger further secondary ice nucleation. A
deeper analysis would be required to quantify more precisely the potential of secondary ice nucleation and will
be the object of future analysis. At this state of the work several conclusions can be formulated.

* The presence of the graupel can induce an increase of the saturation compared to the ambient. This may have
several implications: it could ‘trigger’ the formation of secondary ice nuclei by increasing S,, up to the
threshold of INP activation (which depends on the type of INP). If this threshold is already reached in the
ambient then the increase of S,, would also increase the activation rate. Furthermore, it could finally favor the
growth of an ice crystal that was already formed.
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+ The difference between the saturations S,, (x, t) and SE (x, t) is more important in the zones of high
saturations, with error up to 7% and the tendency to underestimate the saturation if only one transport
equation is considered. This means that both INP activation and activation rate might be underestimated, as
well as the growth rate of ice crystals or micro-droplets already present in the flow.

+ Itisdifficult to generally state whether this underestimation could lead or not to substantial error as it requires
to know the typical regions that could be occupied by the micro-particles (INPs, micro-droplets or ice
crystals). To our knowledge, the concentration of micro-particles in the wake of a sphere has been only studied
in the work of Homann and Bec (2015). A key parameter is the Stokes number of the micro-particles St,,,,
which is defined as the ratio between the relaxation time scale of the micro-particles 7,,, = p,, Drip / (18vp,.)
(with p,,,, and D,,,, respectively the density and diameter of the micro-particles) and the time-scale of the flow
7r = D/(lu,,.|):. Based on this, the Stokes number will be a function of the properties of the micro-particle
and the graupel according to:

2
%) ltpzlle 5, 27)

D Ug
Alarge range of Stokes numbers can be reached depending on the type of micro-particles (featuring a small or
very small diameter ratio D,,,,/ D) and the type of graupel (featuring a large or very large Galileo number). The
largest Stokes will be reached by micro-droplets since they feature large diameter ratios (ranging from 0.001 to
0.5 depending on the type of graupel). The density ratio is expected to be of the order of O(10°) for micro-
droplets, and for aerosols similar to the ones investigated by Kanji et al (2011). The size ratio can vary between
O(10~%) and O(10~?), leading either to very small Stokes number (St,,, = O(10~°)) or intermediate Stokes
numbers (St,,,, ~= 0.1). For the smallest Stokes number, 7,,,, is so small that the micro-particles react
instantaneously to the fluid and can sample the entire wake. But for larger Stokes number and at the Reynolds
numbers of interest Homann and Bec (2015) have shown the formation of a cylinder of high concentration
around the sphere, with alow-concentration shadow behind the sphere, followed by a zone of high
concentration for larger streamwise distances. The zone with the largest saturation and largest error due to the
approximation 7i, = T in the shear region coincides with the shadow region, such that the largest error would
not have a significant influence at this Stokes number. For the largest temperature difference the error features
blobs with errors of the order of one percent for larger streamwise distances in the high concentration cone
(figure 18). Itis difficult to estimate whether or not this error could have an influence on the activation fraction
as the corresponding saturation is close to the onset saturation (Hoose and Mohler 2012). Indications on the
history of the saturation seen by micro-particles would be necessary to properly determine the importance of
the error. Simulations accounting for the transport of aerosols should therefore be considered to clearly state
whether this underestimation could lead to a substantial error.

6. Conclusion

Direct numerical simulations have been conducted to study the case of a falling sphere made out of ice in moist
air with the aim of exploring the saturation field in the wake of this sphere and to test whether it might be large
enough to be at the origin of secondary ice nucleation. For this we used a spectral /spectral-element solver to
simulate the Navier—Stokes equations coupled to two transport equations to account for variation of heat and
vapor content in the flow, under the Boussinesq assumption. The sphere is assumed to be at constant
temperature, warmer than the surroundings, and at saturation of unity with respect to ice. The surrounding
fluid is assumed to have a constant velocity with incoming constant temperature and constant saturation of
unity with respect to liquid water.

The goal of the present study is to address several methodological questions to build a numerical framework
that can be used in the future to investigate the ability of a graupel, for a given set of conditions, to trigger
secondary ice nucleation.

The first question concerns the influence of the settling regime on the structure of the scalar fields, in the
absence of buoyancy effects. The analysis focused first on the temperature field. Since heat and mass in this
system have similar diffusivities the conclusions hold also for the vapor partial pressure. As expected it shows
that the regime plays an important role on the structure of the temperature field, and that a configuration with a
chaotic wake should be chosen for the application aimed here. The recirculation region appears to play a
significant role on the temperature field as it drives the transport of cold fluid from the wake towards the back of
the sphere and conversely. The influence of the mobility is considered here either by varying the density ratio
between the particle and the upcoming fluid or by fixing the sphere, and it appears necessary to represent the
graupel by an object featuring large density or by a fixed object.
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The relatively small temperature differences and large density ratio together imply in the current context to
have small Richardson numbers (less than 0.001). Simulations accounting for buoyancy effects, for larger but
still small Richardson number (i.e. up to 0.1) have been performed in order to test whether such small values
might affect the results. It appears that light buoyancy effects at Riy = 0.1 are sufficient to stabilize the wake and
trajectory and the sphere by pushing the thresholds of appearance of each regime towards larger Galileo
numbers, with qualitative accordance with the observation from the literature for fixed spheres (Kotou¢ et al
2008, 2009). Simulations involving Ri = 0.05 and Riz = 0.1 confirmed that the recirculation zone is also
affected by the buoyancy with a decrease of the extent of this region, at much smaller Richardson numbers than
that of Bhattacharyya and Singh (2008) and in non-axisymmetric and unsteady chaotic regimes. The actual
Richardson number of Ri; = 10~ * appears to barely affect the flow, meaning that buoyancy effects do not need
to be accounted for in the meteorological context.

Finally, the saturation in the wake of the sphere is explored for different sets of boundary conditions and it
shows that substantial supersaturation can indeed be reached in the wake of the sphere, and that large
temperature differences between the particle and the surrounding are more favorable to the development of this
zone. Here as well the recirculation region has an important impact on the level of the saturation. This is, to our
knowledge, the first time that this increase of saturation has been observed for chaotic regimes with the aid of
direct numerical simulation. The necessity to separate both heat and mass transport equations is discussed, and
small differences in the saturation field are obtained, with the tendency to underestimate the saturation if mass
diffusivity is approximated with the heat diffusivity. No general recommendation can be formulated on the
necessity to separate both transport equations since the error introduced would depend on the explored system.
Configurations with small INPs featuring small Stokes numbers appear to be the most sensitive ones since the
micro-particles might sample the regions of the flow with the largest error (up to 7%) at saturation close to the
activation threshold. Additional simulations involving the transport of micro-particles would therefore be
required to discuss the necessity to simulate separately the transport of heat and water vapor. The main prospects
of this work concern the more systematic analysis of the saturation field, for different sets of boundary
conditions in order to discuss in detail the expectation to observe secondary ice nucleation in the wake of a
graupel.
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Appendix A. Governing equations

The dimensional form of the Navier—Stokes equations under the Boussinesq approximation and the advection—
diffusion equations for heat and mass, both formulated in an inertial frame of reference with independent
variables (x*, y*, z*, t*), read

V*.u=0, (28)
% +u- V= _piv*p + UV + pig, (29)
T | . V*T = DyVoT, (30)
ot*
% +u- V*, =D, V*n,, (31)

where u s the fluid velocity, P the pressure and T, n, the two scalars. The Boussinesq approximation states that
the variation in density due to variations in temperature and vapor concentration affects only the buoyancy
term p/p. g.

We subtract the contribution of the hydrostatic pressure from the pressure gradient term by introducing a
modified pressure field p such that V*P = V*p + p _g. With this the momentum equation becomes

ou +u-V*u= —LV*p + vV*u + B, (32)
ot Poo
where the buoyancy term Bisdefinedas B = ((p — p,.)/p,.)8-
In order to evaluate our governing equations on a mesh which is translating with the particle motion, we
introduce the following independent variables of the moving mesh (x, y, z, ¥) = (x* — x;k "), y* — y;(t*),
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y* — z;,k (t*), t*). The origin is located at the center of the sphere and the axes are aligned with the frame of

reference. Each field A(x, t) is then given in the mesh by
AxEx®, t%), t) = AXF, t5). (33)

Please note, that the components of vector fields remain expressed in the inertial frame, and hence merely the
indexing has changed. The transformation is constant in space, and thus

V*A(x*, t*) = VA(x, t). (34)

The temporal derivative of A on the moving mesh can be obtained by applying the multivariable chain rule to
(33), which results in

OA(x*, t*)  0A(x, t) n ox(x*, t*)

ot ot art VAR D =

_ &Mi}?t) —u,- VAKX, 1), (33)

A

0x, . . o . . . e .

where u, = 8—’; is the particle velocity in the inertial frame. The substantial derivative of quantity A can therefore
be expressed on the translating mesh by

OA(x*, t* OA(x, t

AL 1) + ux®, %) - VFA*, ) = A1)

or* ot

Thus, the formulation of the Navier—Stokes equations and transport equations of the scalar quantities, on the
particle-attached grid read

+ (u(x, t) — up) - VA(x, t). (36)

V- -u=0, (37)
Ou 1 )
— +@u-u) - Vu=—-—VP+ vV + B, (38)
ot [
%—j + (u—u,) - VT = Dy VT, (39)
on, ,
W + @ —-w) - Vn, =D, V-n,. (40)

The system of equations can then be reformulated in non-dimensional form, after normalizing the spatial
coordinates according to X; = x; /D, thetime f = tD / ug, velocity as @t = u/ug, pressure as p=p / (P ug), and
temperature and concentration according to equation (5) and (6), leading to the set of equations (1)—(4).

We decompose the buoyancy term into two contributions with help of a first-order Taylor series
approximation around p__. The first contribution, By, accounts for the modification of density due to variations
in temperature and the second one, B,, , due to variations in vapor concentration. Their definitions are

1 Op
Br= —22 | (T—Tye, 41
T T OC( )8 (41)
an - La—p (nv - nv,oo)g- (42)
Poo Oy |

We assume that the fluid behaves as a perfect gas, implying that the partial derivatives of p with respect to T'and
n,yield

ap 1

O\ _ L 43

aT L T Poo (43)
O | _My—Ma (44)
on, |, Ny

where N, is the Avogadro constant, M,, the molar mass of water and M, the mixture molar mass of dry air. Both
buoyancy contributions can therefore be written in non-dimensional form as By = Rip Tk and B,, = Ri, ik,
with the thermal Richardson number defined as in equation (7) and the vapor concentration Richardson
number according to

1 M, — My

(ﬁ _ 1) Nipy
Rﬁc

where the term (p, /p,, — 1y"! = Dig| / ugz comes from the non-dimensionalization.

Ri, = —

(nv,p - nv,so)a (45)
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Figure B1. Evolution of the saturation vapor pressure with respect to liquid ey, and with respect to ice e, ; as a function of the
temperature, according to the correlations of Murphy and Koop (2005). Linestyle: = eg j, === €5t 10

Appendix B. Computation of the saturation field

The saturation S; with respect to the phase jis defined as the ratio between the vapor partial pressure eand the
saturation vapor pressure with respect to this phase e, ;. We used the correlations of Murphy and Koop (2005)
for the computation of the saturation vapor pressure with respect to ice and liquid water, respectively e, ;and
€sat,w» NAMely

esat,i = €xp[9.550 426 — 5723.265/T + 3.530 681n(T) — 0.007 283 3271, (46)

Csarw = €xp[54.842 763 — 6 763.22/T — 4.210In(T) + 0.000 367T
+ tanh (0.041 5(T — 218.8))(53.878 — 1331.22/T — 9.445 23In(T) + 0.014 025T)], (47)

with temperatures expressed in degrees Kelvin and pressures expressed in Pascal. Figure B1 depicts the evolution
of the saturation vapor pressure as a function of the dimensional temperature for both liquid and solid phases.
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