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Abstract

Balancing accuracy and computational cost is a challenge in the modelling of turbulent flows. A widely used method for
turbulence modelling is large—eddy simulation (LES). LES allows one to describe large scale flow features at a reasonable
computational cost compared to the more accurate direct numerical simulation (DNS), making it a popular choice for
engineering applications. One strategy to balance accuracy and cost with LES is through the use of mesh adaptivity, which
allows the degrees of freedom in a problem to be reduced by changing spatial discretisation. However, mesh adaptivity can
affect accuracy when using the standard Smagorinsky LES model with an implicit filter, considering that the parameter C; is
highly dependent on the filter width, which depends on mesh resolution. This work is aimed to develop an LES model that does
not require any user—defined parameters and is suitable for mesh adaptivity with implicit filter. In this study we introduce a
parameter—free LES model incorporating an anisotropic eddy—viscosity formulation combined with anisotropic mesh adaptivity.
In our model, the parameter Cy in the eddy—viscosity formulation of the Smagorinsky model, is replaced by a function that
evaluates the relative location of turbulence fluctuations in each element with respect to the turbulence spectrum inertial range.
The anisotropic formulation of the eddy—viscosity allows for the application of an appropriate filter width in different directions,
improving accuracy. Additionally, the mesh adaptivity algorithm assesses the local turbulence fluctuations via local Reynolds
number and vortex identification criteria. This assessment leads to the refinement of regions with higher turbulence fluctuations
down to the smallest scale limit in the inertial range in the corresponding direction, and also leads to the coarsening of regions
without turbulence fluctuation up to largest scale limit in the inertial range. This method is tested using a flow past a sphere
test case. The results are compared both qualitatively and quantitatively to results obtained with the standard Smagorinsky
model, and demonstrate the better performance of our method with lower computational cost. This allows us to simulate large
Reynolds number cases and compare our quantitative results to experimental results found in the literature, emphasising that
our method produces good results at reasonable computational cost.
© 2023 The Author(s). Published by Elsevier B.V. This is an open access article under the CC BY-NC-ND license
(http://creativecommons.org/licenses/by-nc-nd/4.0/).
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1. Introduction

A number of different methods have been developed for simulating turbulent flows. The simplest and most
accurate of these methods is direct numerical simulation (DNS). This method resolves all the turbulence scales
down to the smallest scales, known as the Kolmogorov scale. However, DNS is the most computationally expensive
method, requiring extremely high resolution in both space and time, making DNS unfeasible for many engineering
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Nomenclature
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Drag coefficient

Smagorinsky constant

Discriminant of the characteristic polynomial of the velocity gradient tensor
Boundary layer between rotating and non—rotating flow

Time scale operator

Wavenumber

Subfilter—length scale

Integral scale

Outward normal vector

First invariant of the velocity gradient tensor

Pressure

Second invariant of the velocity gradient tensor

Third invariant of the velocity gradient tensor

Boundary layer between vortices and between flow and physical boundaries
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Strain-rate tensor

Time

Velocity

Filtered velocity component
Residual velocity component
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Greek symbols

Element size

Kolmogorov scale

Length scale operator

Wall damping function

Eigenvalues

Kinematic viscosity

Eddy viscosity

Quantity for the omega vortex identification method
Filter—width

Rotation-rate tensor

Reference scale within the inertial range of turbulence spectrum
Density

Subfilter—scale stress tensor
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applications [1]. Alternatively, approaches based on the Reynolds—averaged Navier—Stokes equations (RANS) are
commonly used for engineering applications, given their low computational cost and simplicity compared to other
methods. RANS methods were originally developed for steady state problems, therefore standard RANS approaches
are incapable of capturing turbulent fluctuations [2]. Although different variants based on RANS, such as unsteady
RANS (URANS) and very-large eddy simulation (VLES), have extended the capabilities of RANS, some limitations
persist for different applications [2-5].

Another widely used method for turbulence modelling is large—eddy simulation (LES). LES allows the large
scale flow features to be represented at a reasonable computational cost compared to DNS. The computational cost
of turbulence modelling is related to the Reynolds number, as it defines the spatial discretisation resolution required
to achieve good accuracy. For DNS, the spatial discretisation requires a number of nodes n ~ Re* to resolve
the smallest scales. For LES the number of nodes required is much smaller, as only the larger scales are resolved,
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whilst the smaller scales are ‘modelled’. Grid resolution in LES is defined such that 80% of the energy is resolved,
thus n ~ Re in regions remote from walls (wall-modelled LES) and n ~ Re®/ in near—wall regions (wall-resolved
LES) [6,7]. This is of interest for a wide variety of engineering problems as larger eddies are responsible for
momentum and energy transfer and thus larger eddies are the most important ones for particle transport and heat
transfer [4,8—10]. However LES can be inadequate for applications where phenomena occur at scales close to the
Kolmogorov scale such as acoustics, mixing and chemical reactions which require resolving more than 80% of the
energy [11,12].

The separation between large scales and small scales is defined by a filtering operation. The filter size can be
defined as being proportional to the mesh size, therefore, turbulence modelling errors can be reduced by refining
the mesh such that LES approaches DNS, however, this implies losing its computational cost advantage [13,14].
Additionally, the approximation error includes the discretisation errors, related to the order of accuracy of the
discretisation scheme used for solving the governing equations, and the turbulence modelling errors, due to small
scales which are not resolved [15,16]. An alternative to overcome this issue is adaptive meshing such that local
mesh size is consistent with the turbulence length—scales according to the flow conditions [6].

Aristodemou et al. [17] developed a combined LES—-mesh adaptive model, based on the Smagorinsky model [18],
using an anisotropic eddy—viscosity formulation and finite element discretisation, to study micro—scale pollution
transport. The implemented model showed good results in terms of accuracy at a lower computational cost compared
to fixed mesh LES, as the adaptivity algorithm refined the regions with higher turbulent fluctuations and also
coarsened regions with low turbulent fluctuations, leading to meshes with fewer nodes for a given accuracy. Despite
the capabilities introduced by this model, it still uses a prescribed value of C, for the small scale modelling that
remains constant in space and time. Bull et al. [19] implemented a dynamic LES mesh adaptive model based
on the model proposed by Aristodemou et al. [17] resulting in a 60% reduction in the number of nodes required
whilst retaining good accuracy. However, the authors acknowledge that a parameter—free LES model with a reduced
computational cost for complex industrial problems remains a challenge.

The aim of this work is to develop an LES model that does not require any user—defined parameters and which
is suitable for use with mesh adaptivity, including fully accounting for mesh anisotropy. The resultant simulations
therefore aim to improve the balance between the accuracy of the results and computational cost. The performance
of this new model is assessed using a flow past a sphere test case. The results are compared both qualitatively and
quantitatively to results obtained with the standard Smagorinsky model, using the drag coefficient and time—averaged
stream—-wise velocity as metrics for accuracy assessment and the maximum number of degrees of freedom reached
during mesh adaptivity for computational cost assessment. This assessment demonstrates the better performance of
our method with lower computational cost. This allows us to simulate large Reynolds number cases and compare
our quantitative results to experimental results found in the literature, emphasising that our method produces good
results at reasonable computational cost.

The layout of the article is as follows. Large—-Eddy Simulation (LES) is introduced in Section 2, including an
explanation of the relationship between LES and the turbulence spectrum. Section 3 presents the new parameter—
free LES model developed in this work, including the anisotropic mesh adaptivity method based on flow topology
implemented to complement the parameter—free eddy—viscosity formulation. The performance of the new turbulence
model developed in this work is assessed quantitatively and qualitatively in Section 4 in a flow past a sphere test
case. Finally, Section 5 presents the conclusions of this work

2. Large-Eddy simulation (LES)

Turbulent flows contain a wide range of scales related to energy transfer in the flow. Energy generally enters at the
largest scales and is transferred continuously to smaller scales via an energy cascade until it is dissipated [6,15,20].
LES is based on the assumption that the largest scales are responsible for most of the energy transport, hence eddies
at these scales are resolved, whilst smaller scale eddies, responsible for viscous dissipation, are modelled [9,21,22].
The scales separation is carried out by a filtering operation applied to the Navier—Stokes equations.

Consider the incompressible Navier—Stokes equations under the Boussinesq approximation:
ou 1 -
§+u~Vu+—Vp—V~(vVu)=f, @))
I

V.u=0, )



J.E. Avalos-Patiiio, S.J. Neethling and M.D. Piggott Computer Methods in Applied Mechanics and Engineering 416 (2023) 116365

where u is the velocity vector, p is the pressure, v is the kinematic viscosity, p is the density and f is an arbitrary
source. Through the filtering operation the velocity field u is decomposed into a filtered component u and a residual
component W, such that u = u + u’. For brevity, we refer the reader to [6] and [15] for detailed explanation of the
filtering operation. This yields the filtered equations:

E;—+u Vu+1Vp V(zus—r)=7 3)
=0, )
with
= 1
S= E(Vﬁ +va'), &)
T=uu—1uu, (6)

where the single overbar denotes filtered quantities and 7 is the residual or subfilter—scale stress tensor [15].
A formulation for 7 is obtained from considering only its anisotropic part by assuming that its isotropic part is

added to the pressure and that 7 is aligned with the filtered strain—rate tensor S:

T =208, (7)

where v; is the eddy—viscosity. This formulation of the subfilter—scale stress introduces a closure problem, hence, a
formulation for v, is required. A widely used expression for the eddy viscosity is given by the standard Smagorinsky
model [18]:

ve = £2[3], ®)

where £ = C, A is the subfilter—length scale, with C, the Smagorinsky constant and A the filter width.

In implicit LES, the filter width A depends on the local element size A by the relation A = a A, with a > 1 [20].
The value of « is related to the range of turbulent motions resolved. Lower values of « lead to resolve a larger range
of turbulent motions, however it also yields poor numerical resolution [6,15]. A value of ¢ = 2 is recommended
for reducing numerical errors [23]. The element size is usually calculated as A = A"? in 2D or A = V'? in 3D,
where A and V are the local element area or volume respectively. Thus the eddy—viscosity takes the form:

vy = (@C,y AY? ‘f‘ . ©)

This formulation does not account for anisotropy in the eddy—viscosity. Bentham [24] developed a tensorial
form of the eddy-viscosity, accounting for proper subfilter—length scales in each direction for anisotropic meshes,
by redefining the filter width A as a tensor A;;. The filter width tensor has the following form:

B A: 00 ads 0 0
A=Vl o 4, o|v=V'[ 0 a4, 0 |V, (10)
0 0 Z; 0 0 OlA{

where VT and V are rotational matrices that transform the filter width from the local coordinate system (£, 1, ¢) to
a global coordinate system (x, y, z). Hence, the eddy—viscosity becomes:

v, = a?C,?

5| 43, (11)

Given this formulation, it is still necessary to define the value of C,, which is an assumed input and has been
shown to be unsuitable for certain flows [25]. Some values of C; determined theoretically do not account for the
flow properties and parameters, like the Reynolds number, that could make the value of C; not constant [20]. Studies
have been carried out to determine values of Cj for different flows experimentally [26-28] and theoretically [29-35].
Numerical experiments have shown that these determined values of C; could be optimised and should be calibrated
using experimental or observed data [15,36]. Additionally, C can vary widely and is highly dependent on the filter
width A [37,38]. Hence, C, is highly dependant on the mesh resolution, given the implicit formulation of the filter
width, A = « A.
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2.1. Turbulence spectrum

At high Reynolds numbers, energy is transferred from large eddies to smaller eddies until the smallest scales
at which energy is transferred as dissipation are reached [6]. This energy transfer phenomenon is usually known
as the turbulent energy cascade and arises in a wide spectrum of flow scales. These flow scales are classified into
three ranges within the turbulence spectrum:

(7)) the production range, which includes large energy—containing eddies and is characterised by the integral
scale;
(ii) the inertial range, where the energy cascade occurs following the so—called —5/3 power law, and
(iii) the dissipation range where viscous effects dissipate energy and is characterised by the scale of the smallest
eddies, known as the Kolmogorov scale. Fig. 1 shows an schematic of the turbulence spectrum.

Log(E(k))

inertial range

; 3 Log(k
ky k, og(k)

integral scale Kolmogorov scale

Fig. 1. Schematic of turbulent energy spectrum E(k), where k is wavenumber. The inertial range is bounded by the wavenumbers
corresponding to the integral scale k; and the Kolmogorov scale k.

The capabilities of turbulence models can be explained in terms of the extent of the spectrum that can be resolved
(see Fig. 2). The extent of the spectrum resolved also relates to the computational cost. Resolving a wider region
of the spectrum requires a finer computational mesh, and implies a higher cost, as shown in Fig. 3.

In the case of LES, the extent of the spectrum that can be resolved spans the whole inertial range determined by
the spatial discretisation. Coarse discretisations lead to lower computational cost, as some eddy structures are filtered
out and are thus not directly resolved, but modelled as a function of the mean flow instead. Refined discretisations
lead to higher computational cost, but smaller eddy structures are resolved, increasing accuracy. One strategy to
balance accuracy and cost is mesh adaptivity as demonstrated by Bull et al. [19]. Fig. 4 explains the scale separation
in LES and the effect on resolution and cost.

A known caveat of the Smagorinsky model is the over—estimation of the eddy—viscosity in high shear regions
where eddy-viscosity should vanish, leading to an overly diffusive behaviour. This over estimation is due to
the dependence of v, on the operator ‘3‘ This caveat has been handled with the implementation of damping
functions for near-wall regions [39], and dynamic methods for calculating C such that v, goes to zero in those
regions [25,40,41], aiming for the asymptotic behaviour of the eddy—viscosity in the near—wall region of a turbulent
boundary layer, as in DNS. However, these approaches still require the use of constants as inputs for estimating v;.

In the next section we introduce a novel method that couples an eddy—viscosity formulation, based on the
Smagorinsky model, and dynamic anisotropic mesh adaptivity, based on flow topology. This coupling ensures that
most of the turbulent flow structures are resolved, whilst balancing computational cost.

5
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Fig. 2. Extent of the turbulent energy spectrum resolved by different turbulence models.
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Fig. 3. Schematic of the computational cost of LES across the turbulence spectrum extent that is resolved.

3. Parameter—free LES model
3.1. Parameter—free eddy—viscosity formulation
The eddy-viscosity can be defined in terms of a length scale operator I' and a time scale operator D, such

that the eddy—viscosity is dimensionally consistent with the bulk viscosity. In the standard Smagorinsky model, the
length scale operator is a function of the filter width:

I'(A) = 02 = (C,A)?, (12)

where £ is the subfilter-length scale, C, is the Smagorinsky constant, and A=A, with o > 1 is the filter width.
The time scale operator is related to velocity gradients D = ‘3‘ This yields the eddy—viscosity formulation in the
standard Smagorinsky model:

vy = (C,A) \?\ . (13)
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Fig. 4. Schematic of the length scale separation in LES, showing the resolved eddies (blue) and the sub-filter scale eddies (in grey squares).
The size of the squares is defined by the filter width for each discretisation with A = Ax: (a) coarse discretisation, only the largest
eddies are resolved. (b) refined discretisation, most eddies are resolved and only the smallest eddies are modelled, however the degrees of
freedom are increased leading to higher computational cost. (c) Adaptive discretisation, resolves the same number of eddies as the refined
discretisation, but reduces the degrees of freedom by coarsening regions with fewer turbulent flow structures. The minimum grid element

size is a parameter that controls the maximum resolution allowed for local refinement.

Previous studies, such as those performed by Van Driest [39], Moin and Kim [42] and Piomelli et al. [43],
present methods aimed at overcoming the diffusive behaviour of the Smagorinsky model in near—wall regions.
These methods typically involve two strategies:

=
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(i) local refinement in the near—wall regions, and
(if) models with modified formulations of the eddy—viscosity.

These models rely on multiplying the eddy—viscosity by a function y(x) such that y — 0 when x — 0, with x
being the distance to the wall. This function y(x) acts as a damping factor that ensures a consistent asymptotic
behaviour of the eddy—viscosity and velocity field in regions near physical boundaries. Fig. 5 shows a schematic of
the mentioned strategies.

» iy

z gl

/
»
¥4
Z
— — > £B+
L

(a) Schematic of the velocity profile and grid refinement (b) Typical velocity profile as function of distance to
in near—wall regions wall. Superscript + refers to quantities relative to the

wall (“wall units”)

Fig. 5. Schematic of the typical strategies for addressing diffusive behaviour of LES models in near—wall regions.

A widely known formulation for the damping factor is y(x) = 1 —exp(—x/A) proposed by Van Driest [39]. This
formulation is based on the variation on the amplitude of fluid motion with respect to the distance to an oscillating
wall. This variation was shown to have the form exp(—x/A) by Stokes [44], with x the distance from the wall
and A a constant depending on the frequency of oscillation of fluid with respect to the wall and the kinematic
viscosity of the fluid. This formulation of the damping factor leads to the expected behaviour of the eddy—viscosity
and velocity, however, the use of this factor is limited to regions near physical boundaries. Given this limitation,
the diffusive behaviour of the Smagorinsky model in high shear regions not associated with wall proximity needs
to be addressed.

The new model introduced here aims to address the diffusive behaviour of the Smagorinsky model in high
shear regions, not limited to near—wall regions. This is achieved by implementing the concept of damping factor
in the turbulence spectrum domain, instead of the physical domain. The proposed damping factor makes use of
the limits of the inertial range as bounds for the domain, instead of using physical walls, as implemented in the
above—mentioned approaches. To ensure a consistent asymptotic behaviour of the eddy—viscosity and velocity field
in high shear regions, this damping factor is defined such that the length scale operator I'(A) = ¢2 follows a sigmoid
function going to zero in the limit of the Kolmogorov scale. A schematic of the relation of the length scale and
turbulence spectrum is shown in Fig. 6.

In this new model, the length scale operator is defined as:

(A= =¢A. (14)

Here ¢ is the turbulence scales damping factor. This factor is a function of three scales of the turbulence spectrum
within the inertial range ¢ = f(k., ky, k), where k. = /A is the cut—off filter wavenumber, k, ~ 1/n is the
wavenumber corresponding to the Kolmogorov scale n, and k;, &~ 1/L is the wavenumber corresponding to the
integral length scale L. The asymptotic behaviour is achieved by defining ¢ as a sigmoid function:

4

¢=m,

15)



J.E. Avalos-Patiiio, S.J. Neethling and M.D. Piggott Computer Methods in Applied Mechanics and Engineering 416 (2023) 116365
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Fig. 6. Relation between turbulence spectrum and length scale /.

where 1 is a reference scale within the inertial range defined by a logarithmic mean of the integral and Kolmogorov
scales:

po TR (16)
log(kL) - log(kn)
This yields the eddy—viscosity:
242 14 =
w2 ()l

Given this form of the eddy—viscosity, v; — 0 as A — 0. To ensure the asymptotic behaviour in high shear
regions, it is necessary to couple the new formulation of the eddy—viscosity with mesh adaptivity, such that A — n
in those regions. The next section explains how the anisotropic mesh adaptivity method is implemented.

3.2. Anisotropic mesh adaptivity

Mesh adaptivity allows the mesh resolution to change dynamically based on flow features. Resolution can thus
be increased locally to represent complex flows at small length scales without refining the whole spatial domain.

Pain et al. [45] developed a mesh adaptivity process guided by a metric, .#, that includes information about a
solution field x through its Hessian H = V7 V. This metric .# is derived from an interpolation error e:

e = A} [H, (18)

where A? is a diagonal matrix with element lengths in all directions, and |H¢| is a normalised Hessian of the
solution field y on element e. This normalised Hessian is defined as:

He
H|= — "
| | max{lxl > Xmin}

The metric . is defined such that the element has unit size with respect to .# for a specified interpolation error

19)

e
L (20)
€
This metric is a symmetric positive—definite matrix and can be decomposed into eigenvalues and eigenvectors:
A2 0 O
M=VAV' =V |0 i, 0|V 1)
0 0 A
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Fig. 7. Example of mesh modification operations in 2D: (a) node insertion or edge split, (b) node deletion or edge collapse,(c) edge swap
and (d) node movement [46].

where V is an orthonormal matrix of eigenvectors and A a diagonal matrix of eigenvalues. V and A are thus rotation
and scaling matrices respectively. Hence, the metric can be considered a transformation matrix from the metric space
(¢, n, ¢) to a physical space (x, y, z). The eigenvalues A; relate to element size by:

o= A (22)

Given the desired element size, defined by the metric .#, an optimisation-based adaptivity algorithm seeks to
improve mesh quality by performing topological operations [46] (see Fig. 7). In 2D these operations include

(a) node insertion or edge splitting,
(b) node deletion or edge collapse,
(c) edge swapping and

(d) node movement.

In 3D face-edge swapping is also possible. The node insertion or edge splitting corresponds to mesh refinement,
increasing the number of degrees of freedom. In contrast, node deletion or edge collapse corresponds to mesh
coarsening, reducing the number of degrees of freedom. Edge—edge and edge—face swapping as well as node
movement operations do not affect the total number of degrees of freedom and are intended to improve a quality
measure for the elements.

Regardless of the element anisotropy handled by the mesh adaptivity process, the form of eddy—viscosity
in Eq. (17) constrains it to an isotropic approach, where the filter width A = aA"?, with A being the area of the
element in 2D, and A = V', with V being the volume of the element in 3D. Therefore, a tensorial formulation
of Eq. (17) is required to properly account for anisotropy in eddy—viscosity.

3.3. Tensorial formulation of the eddy—viscosity

The scalar quantity produced by the formulation of the eddy—viscosity from Eq. (17) can be incorporated into the
filtered Navier—Stokes equation as an isotropic viscosity. This formulation does not properly account for anisotropic
filtering as it has the same effect in all directions. Therefore, a formulation of the eddy—viscosity that accounts for
anisotropy is required. Recalling equation (10), the tensorial formulation of the filter width takes advantage of the
metric ./ as defined by Pain et al. [45], being related to the metric by:

—2

AE 0 0 2! 0 0
-2 T —2 T § 291 2 -1
y=Vi|lo0o 4 o0 |V=V 0 ok, 0 |V=a"t. (23)
0o 0 A 0 0 of

¢
Using the tensorial form of the filter width, equation (17) can be rewritten in tensor form as:

5. =a? )?‘ A2 (1//I<1p1 + eXp(kC,-j))1>, (24)
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— L. . . . . .
where k.;; = 7 4, ; 1s the tensorial form of the cut—off filter wavenumber. This can be written in terms of the metric
M =VTAV as:

e A0 0 i i
keij=V 0 na’l)»:,/z 0 VI = APV = — 7', (25)
o
0 0 ma A *
hence, equation (24) becomes:
— = -1
3. = o? )S‘ e <WI<¢I n gexp(//ll/z)) ) (26)
Since .# is symmetric positive—definite, equation (26) can be further simplified as:
5o =a?|S| 2, @7
with .Z = VIA~16*V, and
-1
b = wl(wl + T exp(/ll/z)) . (28)
o
Here &* is a diagonal matrix, with non—zero entries:
P = 4 AL (29)
(v + ZexpriD))

Given the tensorial form of the eddy—viscosity, the mesh adaptivity method is aimed at refining high shear
regions in relevant directions and coarsening those regions with low turbulence fluctuations through analysis of
flow topology.

3.4. Flow topology

To identify high shear regions and low turbulence fluctuations regions, the velocity gradient tensor Vu is used.
This tensor is related to the topology of the flow through its invariants [47,48]. The velocity gradient tensor can be
decomposed into a symmetric and a skew—symmetric component:

l 1 = =
Vu = E(Vu +vul) + z(Vu —vul)y =S+ 0, (30)
where the symmetric component S is the strain—rate tensor, and the skew—symmetric component {2 is the
rotation-rate tensor.
The invariants of velocity gradient tensor are defined as the coefficients of its characteristic equation:

A+ PR+ QL+ R=0. @31
The invariants P, Q and R are:
P=-> Vu; (32)
1/1=2 =2
0= (17 5L
R = —det(Vu), (34

where ||| is the Frobenius norm.

For incompressible fluids P = —Vu = 0, therefore the flow topology depends only on the second (Q) and
third (R) invariants. The second invariant Q is widely used as a vortex identification method, known as the Q
criterion [49] which assumes that O > 0 implies an excess of local rotation with respect to local strain. However,
both terms involved in calculating Q contain a part of the total shear, hence, Q can be positive due to the amount of

11
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+Q
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v

Fig. 8. O-R space showing the real solutions region, corresponding to non-rotating dissipative flow (shaded) and the complex solutions
region corresponding to rotating flow.

shear in either S or 2 rather than due to excess of rotation. This can be inferred from the work of Chong et al. [47]
that describes flow topology based on local solutions of the characteristic polynomial of the velocity gradient tensor
(Eq (31)) in the P—Q—R space. Given the condition P = 0, the solutions to this equation lie in the plane P = 0
of the P—QO—R space, and can be real or complex. The type of solution is determined by the discriminant:

D =40% +27R%. 35)

The case D = 0, defines the curve that separates the region of real solutions, related to non—rotating dissipative
flow, from the region of complex solutions, related to rotating flow. If D < 0 all solutions are real, if D > 0 there
is one real solution and conjugate complex solutions. This is illustrated in Fig. 8.

Further analysis of the Q—R space allows specific patterns in the flow topology to be identified as different
regions bounded by the discriminant D and the line R = 0, as explained by da Silva and Pereira [50]. The topology
patterns are: vortex stretching, vortex compression, strain stretching and compression. Fig. 9 displays the topology
patterns regions and the boundary lines. These boundary lines define the topology boundary layers. A special case

is the R = 0 line, that could either mean a boundary layer or a no—flow/steady—flow condition.
+Q

-Q

Fig. 9. O—R space showing the different topology patterns zones: vortex stretching (green), vortex compression (red), strain stretching
(yellow) and strain compression (blue). The black lines define the topologies boundary layers or no—flow condition. (For interpretation of
the references to colour in this figure legend, the reader is referred to the web version of this article.)

Given this classification of the flow topology in Q—R plane, the lines D = 0 and R = 0 define boundary layers
between flow patterns in unsteady fluid flow, thus these lines can be used to identify high shear regions in the
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physical domain. This can be carried out by defining scalar fields D* and R*:

—1 if D < —¢p,

D*=10 if —ep <D <ep, (36)
1 if D > ¢p,
—1 if R < —¢p,

R* =10 if —ep < R < &g, 37
1 if R > e,

where ep and g are small numbers to define a threshold for boundary layers identification. D* allows for the
identification of boundary layers due to rotating and non-rotating fluid interactions, whilst R* allows for the
identification of boundary layers due to interactions between vortices and due to no—slip interactions with physical
boundaries. These scalar fields are used to drive mesh adaptivity given that gradients of these fields are only present
in the vicinity of D =0 and R = 0.

Now that we have established the way to identify high shear regions, the aim is to minimise eddy—viscosity in
these regions. This is achieved by refining high shear regions such that the filter width, as a function of the element
size, is closer to the Kolmogorov scale, and consequently the eddy—viscosity approaches zero in these regions. The
Kolmogorov scale can be calculated by recalling that it is the length scale at which the Reynolds number is locally
minimised to 1, i.e. Rea — 1 if A — n. In contrast, low shear regions are coarsened and the subgrid—scale model
is applied locally in those regions, modelling the flow in those elements at larger turbulence scales.

The level of mesh refinement can be constrained using a minimum edge length parameter (m). This parameter
is intended to avoid over refinement that would make simulations prohibitively expensive. In the new model
implementation, this parameter can be defined as the Kolmogorov scale 7, that would lead to DNS. However,
the minimum edge length can be defined as max{m, n} to avoid undesired over refinement.

The procedure is summarised in algorithm 1:

Algorithm 1: Procedure for parameter—free turbulence model for mesh adaptivity

Input : L integral length scale

Input : m minimum element size allowed

if in adaptive timestep then
Calculate Kolmogorov scale n
Define minimum element size: max{m, n}
Calculate D* (Eq. (36)) and R* (Eq. (37))
Run adaptivity algorithm for fields R* and D*

end

Calculate eddy—viscosity v, (Eq. (27))

Solve filtered equations (Eq. (3))

The model presented in this algorithm implicitly implements the two strategies for overcoming the diffusive
behaviour of the Smagorinsky model shown in Fig. 5:

(7)) local refinement in the high shear regions, including but not limited to near—wall regions, and
(if) a modified formulation of the eddy—viscosity, accounting for anisotropy.

Therefore, this turbulence model results in a satisfactory wall model, refining appropriately velocity boundary layers.
This model is also suitable for temperature boundary layers.
For laminar flow over a wall, velocity and temperature boundary layers are related by:

3
pri="TL (38)
Su
where Pr = v/« is the Prandtl number of the fluid, with v and « the kinematic viscosity and the thermal diffusivity

of the fluid, 87 is the thickness of the temperature layer and §, the thickness of the velocity layer. Given this relation,
for fluids with Pr ~ 1 both boundary layers have similar thickness, thus the refinement for the velocity boundary
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layer is appropriate for the temperature layers. The assumption of similar boundary layer thickness is valid for most
gases, with Pr ~ 0.7.

For turbulent flow over a wall, heat transport is mainly driven by the velocity field, therefore both boundary
layers are defined by the velocity fluctuations. This leads to the assumption §7 = §,. Therefore, the mesh adaptivity
process driven by flow topology as presented in this new turbulence model is appropriate for solving the temperature
field in coupled fluid flow—heat transfer problems without the need to use an error measure for temperature and an
adapt of the mesh explicitly taking account of the temperature field.

4. Model testing

For this work, the code used for the numerical solution of the governing equations is the CFD code Fluidity [51,
52] developed by the Applied Modelling & Computation Group (AMCG) at Imperial College London.

The model presented in this work was tested using a flow past a sphere test case. This test case is well documented
in the literature for both experimental and numerical studies, which allows the performance of the new model to be
assessed. The results obtained with the new model were compared both quantitatively and qualitatively to results
obtained with the standard Smagorinsky model implemented in Fluidity, and demonstrated the better performance
of this new method at lower computational cost. The reduced computational cost enabled larger Reynolds number
simulations to be carried out, obtaining good results at reasonable computational cost.

Quantitative assessment was carried out by comparing the time—averaged velocity in the wake behind the sphere
and the drag coefficient, Cp, obtained from previous studies and the value calculated using the results obtained
using the new model. For these comparisons both experimental results and standard empirical relationships were
used. Additionally, the results obtained with the standard Smagorinsky model and results from DNS reported in
the literature were included in these comparisons to assess the accuracy of the new model with respect to other
numerical approximations. The drag coefficient is calculated as [53]:

2F, D

Cp= , 39
D pulA (39)

where Fp is the force applied by the fluid stream on the surface of the sphere, p is the fluid density, uq is the inflow
velocity and A is the cross—sectional area of the sphere.

Qualitative assessment was carried out by visually comparing the wake behind the sphere and the ability of the
numerical approximations to represent eddy structures in the wake. For this comparison DNS results available in
the literature were used as reference, as these simulations have the highest spatial resolution.

The computational domain consists of a sphere of diameter d = 1 centred at point (0, 0, 0), bounded by a
box centred at point (5d, 0, 0), with the distance between the parallel planes: top—bottom 20d, front-back 20d and
left-right 30d. A constant velocity u = [1, 0, 0]7 was prescribed on the left boundary. The boundary condition for
the top, bottom, front and back boundaries was u - 0 = 0, characteristic of an impermeable wall. The domain was
discretised into an unstructured tetrahedral mesh, with initial edge lengths of 0.05 on the surface of the sphere and
edge lengths of 1 elsewhere. This is shown in Fig. 10.

The tests were carried out for different Reynolds numbers ranging from Re = 103 to Re = 10°. Given the
change in the complexity of the flow over this range of Reynolds numbers, the simulation time was defined to
allow for fully developed flow to be attained. Fig. 11 shows the time—averaged stream—wise velocity (u,) in the
wake behind the sphere over the midline y = 0, z = 0. This figure displays data from experimental studies [54],
and DNS results [55-58]. Fig. 12 shows the drag coefficient as a function of Reynolds number for the flow past
a sphere test case. This figure displays data from experimental studies [59—61], empirical relationships based on
experimental data [62—65] and results from a high resolution (over 130 x 10° nodes) numerical approximation [66].
For the simulations using Fluidity, a maximum number of nodes of 5x 10° was initially specified for mesh adaptivity.
Mesh adaptivity was applied for the Smagorinsky model using the velocity field for the metric calculation (Eq. (20)).
The simulations using the new model follow the procedure shown in algorithm 1.

Time—averaged stream—wise velocity results show good agreement compared to the reference studies for both
Smagorinsky model and the new model. However, for the cases shown in Fig. 11 the results obtained with the
new model are consistently more accurate, compared to the results obtained using the Smagorinsky model. This is
particularly noticeable in the case Re = 2 x 10* where the results obtained using the Smagorinsky model differ
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(b) Sphere discretisation
Fig. 10. Computational domain for the flow past a sphere test case, the initial mesh shown is composed of approximately 25,000 nodes and

130,000 elements.(a) longitudinal section at z = 0 with a prescribed velocity field on left boundary (red glyphs). (b) zoom—in sphere region.
(For interpretation of the references to colour in this figure legend, the reader is referred to the web version of this article.)
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Fig. 11. Time-averaged stream—wise velocity (u,) on the wake of the flow behind the sphere over the midline y = 0, z = 0, at different

Reynolds numbers.
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Fig. 12. Comparison of the drag coefficient Cp on the sphere surface. Experimental data from [59-61]. Empirical relationships from [62-65].
Numerical solutions from [66] and those calculated with Fluidity using the Smagorinsky model and the new model developed in this work.
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from the reference study [55] in the region near the sphere, whilst the results obtained using the new model follow
the results from the reference study.

The new model is able to capture the drag coefficient behaviour over the simulated Reynolds number range
(from Re = 10° to Re = 10%), particularly for the so—called drag crisis, where the drag coefficient decreases
dramatically at approximately Re > 2 x 10°, reaching a minimum value between Re = 3 x 10° and Re = 5 x 10°
before increasing again. This phenomenon has been observed experimentally, however, it is difficult to calculate
the error in the numerical approximations with respect to experimental results given the differences in experimental
studies. The results obtained with the new model are also compared to other numerical results such as those of
Geier et al. [66] as shown in Fig. 12. In that work they used the lattice-Boltzmann method with non—uniform grids
of 40 x 10%, 74 x 10% and 133 x 10° nodes. Those grids were locally refined to have maximum resolution in the
regions around and behind the sphere. In their work, only the simulations performed with the highest resolution
were able to capture the drag crisis within a Reynolds number range from Re = 2 x 10° to Re = 10°. Simulations
in Fluidity using the Smagorinsky model show good agreement to previous studies and captures the drag crisis up
to Re = 3 x 10°. Therefore there is no significant difference between the new model and the Smagorinsky model in
terms of accuracy for calculating the drag coefficient within this Reynolds number range. However, the Smagorinsky
model fails to capture the drag coefficient increase beyond Re = 3 x 10°, thus results using Smagorinsky model are
not consistent with other studies for larger Reynolds numbers. This result is an effect of the resolution limitation
introduced to these simulations in terms of maximum number of nodes (5 x 10°). The same simulation without
limiting the number of nodes was able to capture drag coefficient consistently for Re = 5 x 10° and Re = 1 x 10°,
by allowing the number of nodes to increase up to 14 x 10°. Fig. 13 shows the maximum number of nodes in
Fluidity simulations using the Smagorinsky model and the new model.

+  Smagorinsky model + + + +
X New model %
A X X x
X
X
a8 X
2
= 106
s
- +
5]
i)
g
=
Z
+
105 1— ‘ : ‘
10° 10* 10° 10°
Re

Fig. 13. Comparison of the number of nodes in the adapted meshes for Fluidity simulations using the Smagorinsky model and the new
model developed in this work.

Considering that the new model introduces additional calculations compared to the Smagorinsky model,
particularly in those timesteps when adaptivity occurs, it is important to quantify the effect of these additional
calculations on the computational cost. The ratio of the simulation time per timestep to the number of nodes was
used for this assessment. From these calculations, it was found that for the Smagorinsky model this ratio ranges
from 2.34 x 107 to 3.95 x 10~* seconds per node in mesh adaptivity timesteps, whilst for the new model this ratio
ranges from 4.13 x 107 to 8.1 x 10~* seconds per node in mesh adaptivity timesteps. Regardless of the increased
time per node ratio in the new model, the computational cost of the new model at higher Reynolds number is
significantly smaller compared to the Smagorinsky model, given the reduced number of nodes.

For the lower Reynolds number range (Re = 10° and Re = 10*) there is no advantage in using the new model
relative to the Smagorinsky model in terms of accuracy, as seen in Fig. 12, and in terms of computational cost,
as seen in Fig. 13 given that the maximum number of nodes for the simulations using the new model is greater
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than the number of nodes using the Smagorinsky model. However, a qualitative assessment of the wake behind the
sphere shows a better performance of the new model compared to the Smagorinsky model. This assessment was
carried out using the vortex identification method proposed by Liu et al. [67]. This method looks for regions in the
domain where vorticity overtakes deformation, based on the components of the velocity gradient tensor (S and f2)
and introducing the ratio:

—2
7]

=2 :F 2 ’ (40)
|1, +[2], +
F F
where ¢ is a small number used to avoid division by zero. Using this method, eddy structures can be visualised as
an iso—surface w > 0.5. Fig. 14 shows the wake behind the sphere for simulations using the Smagorinsky model
and the new model with the iso—surface w = 0.51.

From Fig. 14 it can be observed that the new turbulence model is able to better resolve eddy structures which
the Smagorinsky model fails to capture. This lower performance of the Smagorinsky model can be identified as
a coarser representation of the wake compared to the new model result. This is due to refinement not specifically
being carried out in the boundary layer region as mesh adaptivity is driven by the velocity field. This establishes
an advantage of the new model compared to the Smagorinsky model for Reynolds numbers up to Re = 1 x 10°,
where the new model requires more nodes than the Smagorinsky model.

A new method for vortex identification can be defined based on the physical meaning of the Q—R space shown
in Fig. 9 by looking for the boundary layers given by the regions in the domain where D* = 0 or R* = 0. Fig. 15
shows the flow wake behind the sphere using the D* — R* criterion introduced with the new model for the case
Re = 1000.

This new vortex identification method captures additional eddy structures in the wake, which were not detected
by the omega method defined by Liu et al. [67]. These additional eddy structures can be observed in the DNS
results [68,69], therefore, the new vortex identification method succeeds in identifying eddy structures that other
vortex identification methods only describe at DNS resolutions. However, this new vortex identification method can
be sensitive to the threshold defined by ep and eg. Fig. 16 shows the wake for Re = 1000 using a larger threshold
where small eddy structures close to each other are merged into larger eddy structures due to an over estimation of
the boundary layer defining vortex sheets or tubes.

This new vortex identification method is also used to visualise the flow wake for a number of increasing Reynolds
number cases. Figs. 17 and 18 show the flow wake for Re = 10* and Re = 10°, respectively, alongside some of
the results from previous studies [66,70,71] for comparison purposes.

These results can be compared to experimental results by Taneda [71] in terms of the location of the separation
layer on the sphere surface. This separation layer moves to the back hemisphere as seen for the case Re = 10°
(Fig. 18(a)) compared to lower Reynolds numbers, leading to the formation of smaller vortex structures detaching
from the sphere surface, as the Reynolds number increases. A more detailed comparison of the structures detaching
from the sphere surface can be performed by comparing these results to higher resolution numerical results by
Rodriguez et al. [72], Geier et al. [69], Geier et al. [66] and Nagata et al. [68]. The results obtained using the new
model are consistent with those presented in the cited studies, capturing large and small scale structures despite the
lower overall resolution used in this work. Additionally, vortex shedding patterns obtained with the new model are
consistent with both experimental and numerical studies found in the literature.

The capability of the new turbulence model to capture eddy structures of different length scales demonstrates the
complementary effect of the implicit turbulence scales separation carried out by the parameter—free eddy viscosity
formulation and anisotropic mesh adaptivity driven by flow topology.

5. Conclusions & future work

A new, parameter—free turbulence model for anisotropic mesh adaptivity has been developed and tested using the
flow past a sphere case. This model incorporates an implicit length scale, based not only on the local element size
but also on the local turbulence scale. This formulation of the length scale allows for an asymptotic behaviour of the
eddy—viscosity with respect to local turbulent perturbations. This formulation of the eddy viscosity has been coupled
with the anisotropic mesh adaptivity algorithm implemented in Fluidity, defining a new criterion for identifying high
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(a) Iso-surface w = 0.51 using the Smagorinsky model for the case Re = 1000 (maximum number of nodes: 0.322x 10°)
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(b) Iso-surface w = 0.51 using the new model for the case Re = 1000 (maximum number of nodes: 1.463 x 106)

U1
0025 005 0075

0 0.1

(c) Visualisation of eddy structures close to the sphere for the case Re = 1000 using 27 x 10° nodes (from [68], included
with the permission of the publishers).

Fig. 14. Flow wake behind a sphere for Re = 1000, coloured by velocity magnitude, using (a)the Smagorinsky model and (b) the new
model. (c) Shows the result from a previous DNS study for comparison purposes. The Smagorinsky model is able to capture larger eddy
structures, however smaller structures can only be visualised from the results using the new model. Additionally, a better visualisation of
the eddy structures can be achieved with the new model, when comparing the iso—surfaces in (a) and (b) to the DNS result in (c).
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(a) Flow wake behind the sphere using the D* — R* criterion introduced with the new model for the case Re = 1000
(maximum number of nodes: 1.463 x 106).

(b) Flow wake behind the sphere for the case Re = 1000 using 15 x 10% nodes (from [69], included with the permission
of the publishers).

Fig. 15. Visualisation of the flow wake behind a sphere for Re = 1000 (a) using the D* — R* criterion and (b) using the second invariant
of velocity gradient tensor (Q/ugO =5.0 x 107*) and DNS (included for comparison purposes). The D* — R* criterion achieves to identify
more eddy structures than the omega method (Fig. 14(b)), some of them only identifiable at DNS resolution.

shear regions. This criterion is based on flow topology by mapping the local flow conditions into the velocity gradient
tensor invariants space P—Q—R. This mapping for driving mesh adaptivity demonstrated an improved performance
in terms of computational cost by focusing mesh refinement in the regions of interest defined by D* and R*, resulting
in a reduced number of nodes at high Reynolds numbers compared to mesh adaptivity driven by the velocity field
and using the Smagorinsky model for turbulence. For Reynolds numbers up to Re = 103, the Smagorinsky model
is computationally cheaper than the new model, however, the new model performs better in terms of its capability
for describing the flow wake behind the sphere. For Re > 10° the accuracy of the new turbulence model has been
demonstrated by its capability in capturing the drag crisis phenomenon where the Smagorinsky model fails and
obtaining results which are consistent with both experimental data and higher resolutions numerical results.
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Fig. 16. Flow wake behind the sphere using the D* — R* criterion introduced with the new model for the case Re = 1000 with a larger
threshold, resulting in a less detailed description of smaller eddy structures.

[ —

00 02 04 06 08 1.0
Velocity (Magnitude)

1.2

(a) Flow wake for Re = 104

Re = 10000

velocity
08

0 1.5

(c) Visualisation of eddy structures close to the sphere for

(b) Visualisation of eddy structures close to the sphere for Re = 1.5 x 10% (from [70]).

Re = 10* (from [66]).
Fig. 17. Flow wake behind the sphere using the D* — R* criterion for (a) Re = 10%, (b) Re =2 x 10° and (c) Re = 10°.

21



J.E. Avalos-Patiiio, S.J. Neethling and M.D. Piggott Computer Methods in Applied Mechanics and Engineering 416 (2023) 116365

T ——

00 02 04 06 08 1.0 1.2
Velocity (Magnitude)

(a) Flow wake for Re = 106
Re = 1140000

velocity
08

0.4
0 15

(b) Visualisatiog of eddy structures close to the sphere for (c) Visualisation of the flow separation layer for Re = 0.95x
Re = 1.14 x 10° (from [66]). 108 using the oil-flow method (from [71]).

Fig. 18. Flow wake behind the sphere using the D* — R* criterion for (a) Re = 10%, (b) Re =2 x 105 and (c) Re = 10°.

The new turbulence model presented in this article succeeds in describing the flow wake behind the sphere for
the different Reynolds numbers simulated, taking advantage of anisotropic mesh adaptivity. The results obtained are
broadly comparable with DNS results, at a much lower computational cost. Therefore, this new turbulence model
provides an alternative that balances computational cost and accuracy.

The ability of the new model to accurately describe eddies is particularly advantageous for heat and mass transport
applications, considering their relevance for advection. Moreover, the new model is capable of handling different
turbulence scales, making it appropriate for applications involving a wide range of length scales, at a reasonable
cost.

Future focus for this work includes the implementation and validation of the new model for multiphase flow
and coupled fluids—heat transfer problems. This would extend the capabilities of the model to a wider range of
applications. Additionally, the definition of the boundary layer threshold and the analysis of the physical and
numerical effects of it on the model performance will be a matter of future studies.
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