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Chapter 1

Introduction

Turbulence, the chaotic and apparently unpredictable state of a fluid, is one of
the most challenging problems in fluid dynamics. The smoke of a fire, the wake
generated by a moving ship and the flow near a flying aeroplane are examples of
turbulent flows. Since turbulence strongly increases the mixing and friction in
flows, it is an issue of great practical significance in technology. Numerous sci-
entists have put much effort into the observation, description and understanding
of turbulent flows. More than a century ago Reynolds (1883) demonstrated that
a flow changes from an orderly to a turbulent state when a certain parameter,
now called the Reynolds number, exceeds a critical value. Furthermore, an hi-
erarchy of eddies (whirls) from large to small scales exists in turbulent flows, in
which larger eddies transfer energy to smaller eddies, whereas the smallest eddies
are dissipated by molecular viscosity. Richardson (1922) formulated this energy
cascade process as follows: “Big whirls have little whirls, which feed on their
velocity, and little whirls have lesser whirls, and so on to viscosity.” Using the
energy cascade theory, another famous scientist, Kolmogorov (1941), formulated
physical laws for the various scales present in a turbulent flow.

Currently, several approaches to study turbulent flows exist: analytical theory,
physical experiment and numerical simulation. The complexity of the problem
strongly slows down progress in the analytical approach. Experimental research
has been conducted for many years and will remain of fundamental importance in
this field. Closely connected with the increase of computational power in recent
years, growing attention is paid to the numerical simulation of turbulence, which
is also the approach followed in this thesis. This approach is advantageous over
experiments when many flow quantities at a single instance or quantities which
are difficult to measure are needed. However, the speed and memory size of
computers restrict the ability to simulate turbulence, dependent on the amount
of scales present in the flow and the complexity of the flow configuration.



We can distinguish between incompressible and compressible turbulent flows.
A fluid is called compressible if the density is variable, otherwise it is called in-
compressible. Compressibility is a fluid property which makes a turbulent fluid
even more complicated. Most turbulent research has been directed towards in-
compressible flow. While incompressible turbulence is still far from understood,
even much less is known about its compressible counterpart. Especially when
the velocities in the fluid reach values near or higher than the speed of sound,
compressibility has a considerable effect on the flow and shock-waves can occur.
Renewed interest in high-speed flows from aircraft industry has stimulated funda-
mental research in the field of compressible turbulence (Lele 1994). In this thesis
we consider the turbulent mixing of two adjacent streams of compressible fluid
with different speeds. This flow is investigated in the regimes of low, moderate
and high compressibility.

Large-Eddy Simulation is an important technique used in the numerical simu-
lation of turbulence. The main purpose of this thesis is to advance this technique
for compressible flows. The first section gives an overview of the techniques used
in the numerical simulation of turbulence and, in particular, it introduces the
Large-Eddy Simulation technique. In order to test existing and new Large-Eddy
Simulation models, simulations of a specific three-dimensional turbulent flow have
to be conducted. The specific flow simulated in this thesis is the compressible
mixing layer, important in many technological applications. Apart from the
purpose of testing Large-Eddy Simulation, the simulations of the compressible
mixing layer are used to address a number of unanswered important questions
about physical processes in this flow. An introduction to the compressible mixing
layer is given in section two. After these introductions, we formulate our aims in
detail in the third section.

1.1 Numerical simulation of turbulence

The starting point for the numerical simulation of compressible turbulence is
formed by the Navier-Stokes equations, which represent conservation of mass,
momentum and energy. The conceptually most straightforward technique in the
simulation of turbulence is Direct Numerical Simulation (DNS), which directly
solves the Navier-Stokes equations using a numerical algorithm (Rogallo & Moin
1984). This ‘brute force’ approach attempts to solve all spatial and temporal
fluctuations in the fluid and, consequently, has to cover a wide range of scales.
The computational grid should be sufficiently fine, since all these scales have to
be represented on the grid. The DNS provides the flow variables p, p and the
three velocity components u;, which fluctuate in time and space. These variables
contain all the relevant scales of motion, i.e. the DNS is fully resolved. The



amount of relevant scales in a turbulent flow increases if the Reynolds number
increases. The Reynolds number is defined as

Re — w’ (1.1)

KR

where pr, ur, Lr and upr represent a reference density, velocity, length and
viscosity, respectively. This number can be interpreted as the ratio between
inertial and viscous forces. Small scales in a turbulent flow are generated by
the inertial forces and dissipated by the viscous forces. The viscous forces are
relatively small if the Reynolds number is high, which leads to the formation of a
relatively large amount of small scales. With the current computational capacity
DNS is only feasible for turbulent flows in simple geometries at relatively low
Reynolds numbers.

In order to reduce the amount of scales to be solved, an averaging operator can
be applied to the Navier-Stokes equations. The classical averaging operator is the
ensemble average (Monin & Yaglom 1971), which leads to the Reynolds-Averaged
Navier-Stokes equations (RANS). The averaging of nonlinear terms introduces
new unknowns in the equations, for which a turbulence model is adopted. The
RANS-technique only solves ensemble averaged quantities, describing the mean
flow. In contrast to DNS, this computational technique can presently be applied
to flows in complex geometries and at high Reynolds numbers. For these reasons,
it is widely used in engineering practice. However, the errors introduced by the
turbulence modelling reduce the accuracy and more detailed information than
provided by the ensemble averaged quantities is often required. For example
in aerodynamic applications high accuracy is required, whereas the the available
turbulence models lead to poor predictions, especially when shocks and separation
are present.

The third technique distinguished here, Large-Eddy Simulation (LES), does
not solve the full range of scales either (unlike DNS), but it solves a much larger
range of scales than RANS does. In LES the large eddies are solved, which cor-
respond to large scales, while effects of the small eddies are modelled. In this ap-
proach the averaging operator is not the ensemble average, but a filter which is a
local weighted average over a volume of fluid. Consequently, the LES-formulation
employs filtered flow variables, denoted by p, p and u;. The basic filtering is de-
noted by an overbar, from which a related filtering, needed for compressible flows
and denoted by a tilde, is derived. The filtering depends on the filter width A,
which is a characteristic spatial length-scale, and has approximately the effect
that scales larger than A (resolved scales) are still present in the filtered vari-
ables, whereas contributions of scales smaller than A (subgrid scales) have been
removed. Application of this averaging procedure to the Navier-Stokes equations
yields the filtered Navier-Stokes equations. Like the ensemble averaging, the fil-



tering introduces unknown quantities, so-called subgrid-terms, which have to be
modelled in order to close the system of equations. In LES the filtered equations
are solved with a numerical algorithm and the resulting filtered variables describe
the large-scale motion of the flow. The filtered variables contain much more in-
formation than the mean flow solved with the RANS-approach, since only the
small-scale turbulence is modelled, instead of the full turbulence. Hence LES is
potentially more accurate than RANS, since less modelling errors are introduced.
In addition the demand for computer resources in LES is considerably smaller
than in DNS, because not all scales need to be solved. Consequently, LES is more
likely to become an engineering tool than DNS, since more complicated flows at
higher Reynolds numbers can be simulated.

The modelling of the unknown quantities introduced by filtering is called
subgrid-modelling. The models involved, referred to as subgrid-models, express
the subgrid-terms in filtered flow variables. With respect to the accuracy of LES,
subgrid-modelling is an important issue, and, consequently much effort has been
put into the development of subgrid-models. For the testing of subgrid-models
we distinguish between so-called a priori and a posteriori tests. Both types of
tests require accurate data of a turbulent flow as a point of reference, which can
be obtained by experiment or DNS. In this work we choose to use DNS-data
for the testing of subgrid-models, since especially for compressible flows detailed
experimental data is not easily available. Unfortunately, DNS-data can presently
only be obtained for relatively low Reynolds numbers and, consequently, the tests
formally validate LES of turbulent flows at low Reynolds number only. However,
even low Reynolds number flows can exhibit turbulent behaviour. Furthermore,
several important conclusions drawn from tests at low Reynolds numbers do not
alter if the tests are performed using experimental data at high Reynolds number
(Liu et al. 1994).

Figure 1.1 schematically shows the set-up of a priori tests for the most im-
portant subgrid-term, the turbulent stress tensor

Tij = Uil — UiUj. (1.2)
The symbol m;; in the figure represents the subgrid-model for this tensor. The
calculation of 7;; starting from the DNS velocity field u; is straightforward. Since
the subgrid-model is a function of filtered variables only, m;; is evaluated start-
ing from the filtered velocity field u;. The final step in the a priori test is the
comparison between the model m;; and the exact subgrid-term 7;;. The level of
agreement between these two tensors, which can be expressed by a correlation
coefficient, measures the quality of the model. This procedure of testing is called
a priori testing, since no actual Large-Eddy Simulations are performed. Results
of a priori tests are certainly of some value, but require a careful interpretation.



Navier-Stokes DNS variables

equations 0, D Ui
calculate 7;;
filter Tij = mij?
filtered calculate the model m;;
variables
ﬁa p7 az

Figure 1.1: Diagram illustrating the technique of a priori testing for the turbulent
stress tensor ;.

They often tend to be too pessimistic, since low correlations between stresses and
predictions do not necessarily lead to poor results when the model is implemented
in an actual LES (Reynolds 1990; Meneveau 1994). A subgrid-model with a low
correlation can still provide reasonable results if it correctly models the turbu-
lent dissipation process. On the other hand, high a priori correlations do not
necessarily result in an accurate LES. Despite high correlations, models can lead
to unstable simulations due to insufficient turbulent dissipation (Vreman et al.
1994f).

For these reasons, investigation of the behaviour of subgrid-models in actual
simulations is indispensable in order to draw conclusions about the performance
of models . A posteriori testing, schematically illustrated in figure 1.2, meets
this requirement. As in the previous approach, DNS is performed, providing the
flow field, which is subsequently filtered in order to obtain the filtered variables.
The single arrows in figure 1.2 indicate this route. The other route, indicated by
double arrows, also provides a filtered flow field, but now by solving the filtered
Navier-Stokes equations using LES with a given subgrid-model. Both routes will
result in identical filtered variables for a perfect LES. The level of agreement
between the two results measures the quality of the Large-Eddy Simulation.

Discrepancies between filtered DNS and LES-results are introduced by both
the subgrid-model and the numerical algorithm. The computational grid-size h
is usually taken of the order of the filter width, h = A or h = %A, which shows
that the smallest scales in the filtered field are represented on only a few grid-
points. Consequently, not only the physical subgrid-modelling error, but also



Navier-Stokes DNS variables

equations Py Py Ui
filter filter
ﬁltel."ed LES ﬁltéred
Navier-Stokes variables
equations D, D, U;

error sources:
- subgrid-modelling
- numerical algorithm

Figure 1.2: Diagram illustrating the technique of a posteriori testing.

numerical errors are expected to affect the results. In actual LES these sources
of errors interact, which complicates a posteriori testing, since the separation
of subgrid-modelling and numerical effects in the final discrepancies is difficult.
In literature the numerical effects in LES have not been studied in detail; most
research has been directed towards the issue of subgrid-modelling. With respect
to subgrid-modelling, most effort has been put into the development of models for
incompressible flow. In the filtered incompressible Navier-Stokes equations, the
turbulent stress tensor, appearing in the momentum equation, is the only subgrid-
term. Compressible LES, however, incorporates the filtered energy equation,
which introduces several additional subgrid-terms. Almost no research has been
directed towards the subgrid-modelling of these compressible quantities.

In the following, we give a rough overview of the developments in the mod-
elling of the most important subgrid-term, the turbulent stress tensor. Since the
foundation of LES, which was laid by the meteorologists Smagorinsky (1963),
Lilly (1967) and Deardorff (1970), the most popular subgrid-model has been the
Smagorinsky model. The model employs an eddy-viscosity, which like molec-
ular viscosity extracts energy from the resolved scales in the simulation. The
eddy-viscosity is introduced in order to mimic the turbulent cascade process,
transferring energy from the resolved to the subgrid-scales. Successful LES has
been performed using the Smagorinsky model, especially for homogeneous and



statistically stationary turbulence. However, in more complicated flows the model
does not predict the correct energy transfer in near-wall regions and transitional
stages. In order to overcome these deficiencies, Germano (1992) formulated the
dynamic eddy-viscosity model, replacing the model constant in the Smagorinsky
model with a time- and space-dependent model coefficient. A dynamic proce-
dure adjusts this coefficient to the local turbulence in such a way that locally the
correct energy dissipation is provided.

Although the Smagorinsky model in combination with the dynamic procedure
is able to provide locally the correct energy dissipation, it has repeatedly been
observed that the correlation between the model and the exact turbulent stress is
poor. Alternatively, other subgrid-models have been proposed, which do not use
an eddy-viscosity hypothesis. An example is the 'gradient’ model (Clark et al.
1979), which is based on the substitution of Taylor expansions of the unfiltered
velocity in terms of the filtered velocity into equation (1.2). Furthermore, Bardina
et al. (1984) proposed the similarity model, which is obtained if the definition
of the turbulent stress tensor (1.2) is applied to the filtered velocity w; instead
of the unfiltered u;. However, the gradient and similarity models are not purely
dissipative and, consequently, they can give rise to numerical difficulties in actual
simulations. Aspects of these three types of basic subgrid-models (eddy-viscosity,
gradient and similarity) will further be studied in this thesis in combination with
the dynamic procedure. In each case the incorporation of the dynamic procedure
will be found to improve the results.

1.2 The compressible mixing layer

Compressible free shear layers occur in many complex problems of technological
importance. An example is the flow behind an aerofoil, where two streams of
air with different velocities join. The amount of turbulence near an aerofoil is
desired to be as low as possible, since turbulence increases the drag of the vehicle.
Another case is the flow in jet-propulsion engines based on supersonic combustion,
where the efficiency depends on the time needed to mix fuel and oxidizer in the
combustor (Lu & Wu 1991; Sandham & Reynolds 1991). For this reason the
mixing conditions for free shear layers in such systems should be maximized. To
improve such conditions, turbulence plays a central role, since it greatly enhances
the mixing properties of a flow. A prototype free shear flow is the mixing layer,
which is introduced in this section.

The mixing layer can be studied in a spatial or temporal framework. In ex-
periments the mixing layer is generated by a splitter plate separating two streams
of fluid with different speeds. The mixing layer develops from the location where
the streams come together, and its thickness increases as a function of the spatial



Figure 1.3: Configuration of the temporal mixing layer.

coordinate in the streamwise direction. Numerical simulations of such spatially
developing mixing layers have mainly been performed in two dimensions, be-
cause the demand on computational resources is very high, since a large extent
of the computational box in the streamwise direction is required. For this reason
the temporal mixing layer is considered, which qualitatively exhibits the same
physical phenomena as the spatial case, but requires an order of magnitude less
computational effort. In the temporal framework a computational box is consid-
ered which is relatively small in the streamwise direction. This computational
domain can be interpreted as a 'window’ over the mixing layer that moves with
the centre plane velocity in the streamwise direction. In this frame of reference
the thickness of the layer increases as a function of time rather than as a function
of the streamwise coordinate.

Figure 1.3 illustrates the configuration of the temporal mixing layer. A co-
ordinate system convecting with the mean velocity in the centre plane has been
adopted and in this frame of reference the layer contains two streams with equal
and opposite free-stream speed U, which is used as reference velocity. Other
reference values are half the initial vorticity thickness (Lg) and the free-stream
values for the density (pg), temperature (Tg) and viscosity (ug). In this case
the free-stream Mach number M is equal to the convective Mach number. The
convective Mach number is the most important parameter in the characterization
of intrinsic compressibility effects. It was introduced by Bogdanoff et al. (1983)
and extensively used by Papamoschou & Roshko (1988). For streams with equal
ratio of specific heats we have M = (U; — Us)/(c1 + ¢2), where Uy and Us are the
two free-stream velocities and c¢; and cy are the free-stream sound speeds. In our
case Uy = —U7 and ¢; = ¢s.



We consider the three-dimensional temporal mixing layer in the rectangular
domain [0, L;] x [—%Lg, %Lg] x [0, L3], where Ly, Ly and L3 correspond to the
streamwise (x1), normal (x2) and spanwise (x3) directions, respectively. Periodic
boundary conditions are imposed in the stream- and spanwise directions,

O(x1 + L1, x2,23,t) = ®(x1, 22, 23,t) = ®(x1, 22,23 + L3, 1) (1.3)

where ® represents an arbitrary flow variable. The boundaries in the normal
direction are free-slip walls, which implies a zero normal velocity and zero normal
derivatives of density, pressure and tangential velocities. The initial mean velocity
profile is the hyperbolic tangent profile,

u; = tanh(zg), w2 =wug =0, (1.4)

whereas the initial temperature profile is obtained from the Busemann-Crocco
law (Ragab & Wu 1989),

T=1+24(v-1)M(1—wu)(u —1), (1.5)

where 7 is the ratio of the specific heats Cp and Cy. From the temperature and
a uniform mean pressure distribution (p = 1/(yM?)), the density is obtained
using the equation of state for an ideal gas. In order to initiate turbulence, a
perturbation consisting of eigenfunctions provided by linear stability theory is
superimposed on the mean profile (Sandham & Reynolds 1991).

Linear stability theory is essential to understand the initial development of
the flow. In this theory the Navier-Stokes equations are linearized around the
mean profile to obtain equations for the disturbances around the mean flow field.
Fach wave disturbance is represented in the form,

¢ — &(1:2)6’5(0(.?1-{-,@:173—015)’ (16)

where the real part of ¢ is a disturbance on the mean profile of p, u; or T'. The
parameters « and [ are the real wave numbers characterizing the specific mode.
Substitution of this disturbance in the linear stability equations yields an eigen-
value problem with complex eigenvalue ¢ = ¢, +i¢; and complex eigenfunction (ZS
Instability corresponds with a positive growth rate (¢; > 0) and, consequently, an
exponential growth of the wave disturbance. The most unstable mode is deter-
mined by a pair (a, 3) that yields a maximum growth rate. The initial mean flow
can also be perturbed with uniform noise. In that case the most unstable mode
will be amplified most and will become dominant in the linear regime. Linear sta-
bility theory thus describes the flow in the linear regime, which lasts until nonlin-
ear effects set in when the perturbations have grown sufficiently large. The linear
stability of the mixing layer has thoroughly been investigated (Michalke 1964,
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Figure 1.4: Contours of spanwise vorticity in the two-dimensional mixing layer show-
ing the formation of vortices (a) and subsequent pairing (b).

Blumen 1970, Sandham & Reynolds 1991). It was found that for incompressible
(M=0) up to moderately compressible flows (M=0.6) the most unstable mode is
two-dimensional (3 = 0). If the convective Mach number is higher (M > 0.6)
a pair of opposite oblique modes, («,3) and (a, —f3) with 3 # 0 becomes most
unstable and the primary instability is three-dimensional. The magnitude of the
linear growth rate of the most unstable mode decreases if the Mach number in-
creases. Thus, if the Mach number increases from M = 0, the growth rate of the
most unstable two-dimensional wave decreases. At about M = 0.6 the dominant
two- and three-dimensional instabilities are equally amplified, whereas beyond
this Mach number the most unstable wave is three-dimensional.

In order to give a first impression of the mixing layer, we discuss the evolution
of the mixing layer in the nonlinear stages for the two-dimensional case. The
two-dimensional mixing layer has numerically been investigated for several Mach
numbers using both the temporal and the spatial approach (Lesieur et al. 1988;
Sandham & Reynolds 1989; Ragab & Sheen 1992; Vreman et al. 1995a). In
these simulations the two-dimensional instability, amplified in the linear regime,
saturates when nonlinear effects set in, leading to the formation of a row of
spanwise vortices. If in the temporal case L1 equals n times the wave length of the
dominant mode, a row of n spanwise vortices form in the computational domain
(Lesieur et al. 1988, Lesieur 1990). In the further evolution of the flow adjacent
vortices start to rotate around a common centre and merge. Vortices formed by
merging subsequently pair with other vortices. Figure 1.4 shows the formation

10



and the subsequent pairing of vortices in a simulation with n = 2 (Vreman et
al. 1995a). The nonlinear processes considerably stimulate the growth of the
thickness of the shear layer compared to the laminar growth in the linear regime.
When the Mach number is larger than 0.7, supersonic regions occur in the flow
and shock-waves form on top of the vortices (Sandham & Reynolds 1989; Lele
1989).

The development of the three-dimensional mixing layer is quite different from
the two-dimensional case, especially for high Mach numbers where the primary
instability is three-dimensional. Numerical simulations for the three-dimensional
mixing layer have been performed within the temporal framework only. First, we
turn to the incompressible case, which has been investigated by Moser & Rogers
(1993) and Comte et al. (1992). The primary instability is two-dimensional,
therefore two-dimensional rollers of spanwise vorticity develop, perpendicular to
the stream-wise direction. As in the two-dimensional case these large-scale struc-
tures pair, resulting in larger rollers which subsequently merge. However, in the
three-dimensional case the primary instability forming these rollers is followed
by a three-dimensional secondary instability, producing braids of streamwise vor-
ticity between the rollers. These instabilities are followed by a transition to
small-scale turbulence, resulting in a complicated disordered flow, although the
roller structures can still be discerned.

With respect to the compressible mixing layer in three dimensions, the flow
exhibits features similar to the incompressible case, if the Mach number is low.
However, at higher Mach numbers (M > 0.6) the scenario is different, since
the primary instability is then three-dimensional. From this instability a stag-
gered pattern of A-vortices develops, instead of the rollers perpendicular to the
stream-wise direction. Recent simulations at M = 0.8 demonstrate that after
the A-vortices have developed, the transition to small-scale turbulence starts,
accompanied by an enhanced mixing of the flow (Luo & Sandham 1994, 1995).
In contrast to the two-dimensional mixing layer, no shocks occur in the three-
dimensional case up to M = 1.05 (Sandham & Reynolds 1991), and whether they
occur in three-dimensional flows at higher Mach number was until recently an
open question (Lele 1994, Vreman et al. 1995f). A well established compressibil-
ity effect is the reduced non-dimensionalised turbulent shear layer growth with
increased Mach number (Brown & Roshko 1974). Although this effect has been
widely debated in literature, no convincing explanation of the reduced growth
rate in the turbulent regime has been given.

In this thesis results of three-dimensional numerical simulations will be pre-
sented for three different Mach numbers: low compressibility (M = 0.2), moder-
ate compressibility (M = 0.6) and high compressibility (M = 1.2). Examination
of the DNS-results at M = 1.2 reveals the occurrence of shocks in the turbulent
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regime. Furthermore, we will analyse the mechanism responsible for the reduced
growth rate in compressible mixing layers.

1.3 Purpose and outline

In this section we formulate our research questions more specifically and give
a global overview of the contents of the following chapters. The primary aim
of this thesis is further development of LES for compressible flows. We have
selected the compressible mixing layer in order to develop the LES-technique
for compressible flow. The mixing layer evolves from a laminar to a turbulent
state, thus the complete path from transition to turbulence is incorporated in the
testing of subgrid-models. Since the flow is strongly affected by compressibility,
it is also a suitable test-case for compressible subgrid-modelling. The testing
procedures of LES, introduced in section 1, require both DNS and LES. The
simple configuration of the flow and the relatively fast evolution into a turbulent
state are appropriate to make DNS possible. On the other hand, DNS of the
mixing layer will not serve as a data-base for the testing of LES only. The
second aim of this thesis is to investigate the physical phenomena in the mixing
layer at high Mach numbers. In the following we discuss the research questions
corresponding to the two aims of this thesis.

In order to develop LES models for compressible flow simulations, we will first
turn to questions regarding the modelling of the turbulent stress tensor. This ten-
sor is not a compressibility term and, consequently, these questions are also rele-
vant for incompressible LES. We will consider a number of subgrid-models for the
turbulent stress tensor, including dynamic models (chapter 3). The recently de-
veloped dynamic procedure has been a major step forward in LES of transitional
and inhomogeneous flows. The dynamic procedure is usually applied in conjunc-
tion with the Smagorinsky model and the question arises whether the procedure
could also improve other subgrid-models. In addition to the standard dynamic
eddy-viscosity model, we will present the dynamic mixed and Clark models. The
dynamic mixed model has appeared in literature before, but contains a math-
ematical inconsistency, which is removed in our formulation. Furthermore, an
exact relation between the different filter widths in the dynamic procedure does
not exist for top-hat filters. We will derive an approximate relationship, which is
optimal in a certain sense.

Another research question concerns the combination of filter and subgrid-
model. It is generally assumed that the choice of a specific model is not related
to the filter choice. However, we will show that the turbulent stress tensor is
positive definite for certain filters only (chapter 4). The requirement that a
subgrid-model should also be positive definite in such cases yields constraints on
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the choice of the subgrid-model given a certain filter type.

Which model has to be preferred in actual Large-Eddy Simulations is the third
question that needs to be answered. Many subgrid-models for the turbulent stress
tensor are available, but systematic comparisons of the performance of a wide
range of subgrid-models in an inhomogeneous flow are rarely found in literature.
Such a comparison for the mixing layer at low Mach number will be presented in
chapter 5. For this purpose, we will perform DNS of the mixing layer at M = 0.2
and compare the filtered results with LES incorporating the subgrid-models from
chapter 3. Large-Eddy Simulations using these subgrid-models at high Reynolds
number will also be conducted. It will appear that the dynamic models are
considerably better than the non-dynamic models.

Apart from errors due to subgrid-modelling we have also errors introduced
by the numerical scheme. Further improvement of a certain subgrid-model is
only useful if the numerical errors are smaller than the subgrid-modelling errors.
The question of the role of the numerical errors relative to the subgrid-modelling
errors has insufficiently been answered in literature and is therefore addressed
(chapter 6). The numerical errors are not determined by the numerical scheme
only but also by the ratio A/h. In order to investigate the effect of numerical
errors, we will compare LES for several numerical schemes and A/h-ratios.

The fifth question is which subgrid-terms in the energy equation are impor-
tant and how they have to be modelled. Compressible LES does not require
the modelling of the turbulent stress tensor only, but also the modelling of the
subgrid-terms in the energy equation. It is expected that subgrid-terms in the
energy equation are negligible at low Mach number, but become more important
at higher Mach numbers. Furthermore, in recent studies of compressible LES
not all relevant subgrid-terms in the energy equation have been taken into ac-
count. Models for these subgrid-terms will be formulated and tested in LES of
the mixing layer at M = 0.2, 0.6 and 1.2 (chapter 7).

With respect to the second aim, the physical phenomena in the mixing layer
at high Mach numbers, we will focus on two research questions. First, we will
discuss the shocks that occur in the supersonic mixing layer at M = 1.2 (chap-
ter 8). Shocks in numerical simulations of the three-dimensional mixing layer
have not been observed before and only very limited experimental information is
available. For this reason, we will study the physical nature and origin of these
shocks. Furthermore, the numerical treatment of shocks in a turbulent flow is an
important problem. The numerical scheme has to be able to accurately represent
the turbulent motions and the shock-waves simultaneously. Both requirements
are satisfied by the numerical scheme we present in chapter 8.

The reason of mixing layer growth rate reduction with increasing Mach num-
ber is the second question to be answered regarding the physical processes in
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the compressible mixing layer (chapter 9). The assumption of dilatation dissi-
pation due to shocks is essential in the explanations given in literature for the
effect of Mach number on the growth rate. From a comparison of DNS at several
Mach numbers, we will show that dilatation dissipation cannot cause the growth
rate reduction. Furthermore, we will present a simple algebraic model based on
pressure fluctuations, which is able to give quantitative predictions of the Mach
number effect on the growth rate.

We finally summarize the contents of this thesis. The governing equations
in DNS and LES and their numerical discretizations are formulated in chapter
2. In chapter 3 the subgrid-models for the turbulent stress tensor are presented.
Realizability conditions for the turbulent stress tensor are derived in chapter 4.
Actual tests of LES for the compressible mixing layer are conducted in chapters
5 to 7. In chapter 5 DNS and LES are performed for the mixing layer at M = 0.2
in order to test the subgrid-models for the turbulent stress tensor. The role of
numerical errors is investigated in chapter 6. Compressible subgrid-modelling
is the subject of chapter 7, where models for the subgrid-terms in the energy
equation are formulated and tested for M = 0.2 and M = 0.6. The following
two chapters concern physical phenomena in the compressible mixing layer. The
shocks in DNS of the supersonic mixing layer at M = 1.2 are studied in chapter 8,
whereas the effect of Mach number on the shear layer growth and the turbulent
statistics is investigated in chapter 9. Conclusions and recommendations for
future research are presented in chapter 10.
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Chapter 2

Governing equations in DNS
and LES

In the first section of this chapter the Navier-Stokes equations are presented.
They describe the motion of compressible flow and are the governing equations
in a DNS. LES employs the filtered Navier-Stokes equations, formulated in section
2. The modelling of the subgrid-terms in these equations is postponed until the
following chapters. In section 3 the numerical techniques used in DNS and LES
are presented, including a new fourth-order accurate scheme.

2.1 The Navier-Stokes equations

The Navier-Stokes equations, which represent conservation of mass, momentum
and energy!, read

(2.1)
(i=1,2,3), (2.2)
, (2.3)

where the symbols 0; and 0; denote the partial differential operators /0t and
0/0x; respectively and the summation convention for repeated indices is used.
The independent variables ¢ and x; represent time and the spatial coordinates,
respectively. The velocity vector is denoted by u, while p is the density and p
the pressure. Moreover, e is the total energy density

1

P
—E = S pu. 2.4
e =Elpup) = L+ Goun (2.4)

Op + 0j(puj) =
O (pus) + O;(puiuj) + Op — djoi; =
oe + 9j((e + p)uj) — Oj(oiwi) + 0jq; =

o o o
w N =

'In contrast with many textbooks on fluid dynamics, where the momentum equation is called
the Navier-Stokes equation, we call the set of conservation laws the Navier-Stokes equations.
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The viscous stress tensor o is based on the temperature 7" and velocity vector u,

oy = Fy 1) = 2 5, 0) (5 =1.29) (25

where

Si (u) = 8jui + 8Z-uj - %5Z]a]€uk (’L,j = 1, 2, 3) (26)
is the strain rate tensor. The tensor d;; is the Kronecker delta, defined as d;; = 1
if i = j and §;; = 0 if ¢ # j. For air the dynamic viscosity p(7) is in good
approximation given by Sutherland’s law,

s1+C
T)=T>2 . 2.7
plT) = T3 2 27
In addition q represents the heat flux vector, given by
T .
=01 = ——HT 5 (-1,2,3). (2.8)

(v — 1)RePrM?

The temperature T is related to the density and the pressure by the ideal gas law
p
T =G(p,p) = VMQE- (2.9)

These equations have been made dimensionless by introducing a reference
length Lpg, velocity ug, density pg, temperature T'r and viscosity pur. In addition
v, the ratio of the specific heats C'p and Cy, and the Prandtl number Pr are
given the values v = 1.4 and Pr = 1, while we use C' = 0.4, which corresponds to
a reference temperature of 276 K. The values of the Reynolds number (1.1) and
the reference Mach number

M = ug/ag, (2.10)

where ag is the reference value for the speed of sound, are given for each case
separately. For the temporal mixing layer, Lp is half the initial vorticity thick-
ness, whereas the other reference values are the upper stream values. Initial and
boundary conditions for the mixing layer have been described in section 1.2.

The terms in the Navier-Stokes equations (2.1-2.3) contain the time derivative
operator J; or the spatial derivative operator d;. With respect to the terms con-
taining spatial derivatives, we distinguish between convective and viscous terms.
Viscous terms are those containing the viscous stress tensor o;; or the heat-flux
qj, whereas the other terms are called convective.
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filter filter function G(x,&) Fourier transform G*(k)

1 .
Az if [ = & < Ay/2 3 sin(Aki/2)
top-hat A3 v . v v - SN\ 5/ 4)
P {0 otherwise. ITies Aik; /2
e (@1=€D? | (wa—€9)? | (v3—€3)*
Gaussian N P A S e s
™
3 sin(ke(wi—&)) _ x Lif k| < ke,
spectral Cut—OE Hi:l W Wlth kc = E { O othersze,

Table 2.1: Filter functions in physical and spectral space. The summation convention
is not used.

2.2 The filtering approach

In the Large-Eddy Simulation of turbulent flow, any flow variable f is decomposed
in a large-scale contribution f and a small-scale contribution f’, i.e. f = f + f'.
The filtered part f is defined as follows:

Fx) = /Q G(x. &) f(£)dE. (2.11)

where x and & are vectors in the flow domain 2. The filter function G depends
on the parameter A, called the filter width, and satisfies the condition

/ G(x, €)de = 1 (2.12)
Q

for every x in . For compressible flows, Favre (1986) introduced a related filter
operation,

g pf
—_ — 2- 13
— ( )

which leads to the decomposition f = f + f".

Typical filters commonly used in Large-Eddy simulation, the top-hat, Gaus-
sian and spectral cut-off filter, are listed in table 2.1. The symbol A; denotes the
filter width in the i-direction, whereas A is defined as

A = (A1 AA5)Y3. (2.14)
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For constant A;, the filter functions in table 2.1 can be written as G(x—¢&). In this
case the filter operation is a convolution integral. It is linear and commutes with
partial derivatives (Geurts et al. 1994, Ghosal & Moin 1995). The corresponding
Favre filter is also linear,but does not commute with partial derivatives. If the
filter operation is a convolution integral, the filtering can be performed in spectral

space as follows:
u; (k) = G (k)u; (k), (2.15)

where k is the wave vector, ] and @; are the Fourier transforms of u; and u;,
and G* is the Fourier transform of G with respect to the vector x — &.

The filtered Navier-Stokes equations are valid when the ’bar-filter’ is any
linear operator that commutes with the partial differential operators d; and 0;.
These equations are obtained if the ’bar’-filter is applied to the Navier-Stokes
equations and the filtered energy equation is rewritten (Vreman et al. 1995a):

Op+ 0i(pu;) = 0, (2.16)
O (pti) + 0;(puty) + 0ip — 05045 = —0;(pmiy)
+0;i(0ij — 7i5), (2.17)
0é + 95 ((€ + p)ug) — 9j(Fiji) + 9;¢; = —on—az—az+
Fas + ag. (2.18)

The basic filtered flow variables are the filtered density p, the filtered pressure
p and the Favre filtered velocity vector t1. The filtered temperature is obtained
Favre-filtering the ideal gas law,

T =G(p,p). (2.19)

Other quantities are functions of these filtered variables,

¢ = E(p,u,p), (2.20)
gy = Fy@T), (2.21)
g = QD). (2.22)

We have written the equations (2.16-2.18) such that the left-hand sides are the
Navier-Stokes equations (2.1-2.3) expressed in the filtered variables p, 4; and p.

The right-hand sides of (2.16-2.18) contain the so-called subgrid-terms, which
represent the effect of the unresolved scales. Unlike the terms at the left-hand
sides, these terms cannot be expressed in the filtered flow variables. Since we
use Favre filtered velocities, no subgrid-terms appear in the filtered continuity
equation. The filtered momentum equation contains two subgrid-terms. The
turbulent stress tensor,

PTij = PUilly — pu;pu;/p = puiu; — Wit;), (2.23)
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results from the nonlinearity of the convective term, whereas the second term in
the filtered momentum equation results from the nonlinearity of the viscous term
and the fact that the Favre filter and partial derivatives do not commute. The
second term is always neglected in high Reynolds number flows. A priori tests
confirm that it is an order of magnitude smaller than the first term (Vreman et
al. 1995a; see also section 7.1).

The subgrid-terms in the energy equation are defined as:

a1 = 4;05(priz) (2.24)
ay = 0;(pu; — pu;)/(v—1), (2.25)
as = pdjuj — poji;, (2.26)
ay = 04505u; — 045051 (2.27)
as = 0j(0i0 — Fi0;) (2.28)
ag = 05(q; — §j)- (2.29)

The term «q is the turbulent stress on the scalar level. It represents the kinetic
energy transfer from resolved to subgrid scales. Furthermore, ay is the pressure-
velocity subgrid-term, representing the effect of the subgrid turbulence on the
conduction of heat in the resolved scales. The pressure-dilatation asg is purely a
compressibility effect, since it vanishes if the flow is divergence free with constant
density. The subgrid-scale turbulent dissipation rate a4 is the amount subgrid
kinetic energy converted into internal energy by viscous dissipation. The last two
terms, as and ag, are created by the nonlinearities in the viscous stress and heat
flux, respectively. Like 0;(6;; —&;;) in the momentum equations, these two terms
are small compared to the other subgrid-terms (see section 7.1).

The filtered energy equation describes the evolution of €, the resolved total
energy, which is the sum of the filtered internal energy (p/(y—1)) and the resolved
kinetic energy (%ﬁ&zaz) The resolved kinetic energy equation is obtained by
multiplication of (2.17) with @; and contains the subgrid-terms —ay and ;0;(7;;—
gij). Hence, the filtered internal energy equation, obtained by subtracting the
resolved kinetic energy equation from (2.18) does not contain «y, while a5 is
modified.

The subgrid-terms contain information from the unfiltered field. Subgrid-
models have to be included for these terms in order to express the filtered Navier-
Stokes equations in filtered variables only. The turbulent stress tensor 7;; is
the only subgrid-term in incompressible flow. For this reason, we expect that
compressible LES at low Mach numbers primarily requires the modelling of 7;;.
The modelling of this tensor and related aspects are addressed in chapters 3-6.
We expect the subgrid-terms in the energy equation to become more important
if the Mach number is increased. The modelling of these terms is addressed in
chapter 7.
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convective terms viscous terms
A | Dy weighted second-order | Dy  second-order

A’ | D]  second-order Dy second-order
B | D3 weighted fourth-order | Dy  second-order
B’ | Df  fourth-order Dy  second-order
C | Dy spectral D, spectral

D | D5 third-order upwind Dy second-order

Table 2.2: The numerical methods A, A’, B, B’, C and D.

2.3 Numerical schemes

In this section we present the numerical algorithms used to solve the Navier-
Stokes equations (in DNS) and the filtered Navier-Stokes equations (in LES).
The equations are discretized on a uniform rectangular grid and the grid size
in the x;-direction is denoted by h;. In DNS, all relevant scales present in the
turbulent flow have to be represented on the grid, consequently, the grid size
in DNS is determined by the smallest turbulent length scale, the Kolmogorov
dissipation scale. The smallest resolved scale in LES is the filter width A, which
determines the grid size. Usually h; is chosen equal to A; or %Ai. The optimal
choice of the ratio A;/h; will be discussed in chapter 6. In the following we turn
to the discretization of the temporal and spatial derivatives respectively.

The time stepping method which we adopt is an explicit four-stage compact-
storage Runge-Kutta method. When we consider the scalar differential equation
du/dt = f(u), this Runge-Kutta method performs within one time step dt,

with u(®) = u(t) and u(t + 6t) = u». With the coefficients 5 = 1/4, B = 1/3,
B3 =1/2 and (4 = 1 this yields a second-order accurate time integration method
(Jameson 1983). In Large-Eddy Simulations with explicit methods truncation
errors resulting from the spatial discretization method appear to be more impor-
tant than truncation errors resulting from the discretization in time. The reason
is that the time step determined by the stability restriction of the numerical
scheme is considerably smaller than the shortest turbulent time-scale, which is
the turn-over time of eddies of the size A.

Table 2.2 presents six different methods for the discretization of the spatial
derivatives. The table distinguishes between convective and viscous terms. The
operators D; in the table refer to the numerical approximation of the 0;-operator
for the corresponding method. The d» and ds-operators are treated by analogy to
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the 01-operator. Subgrid-terms are discretized with the same order of accuracy as
the viscous terms. In particular the divergences of the turbulent stress tensor are
approximated with the discretization method for the divergences of the viscous
stress tensor. In the following the methods A, A’, B, B’,C and D are described
in more detail for uniform grids.

Method A is a robust second-order finite volume method, which can easily be
formulated for non-uniform grids as well (Kuerten et al. 1993). The discretization
for the convective terms is the cell vertex trapezoidal rule, which is a weighted
second-order central difference. In vertex (i, j, k) the corresponding operator D
for a function f is defined as

(D1f)ijk = (Sit15k — Si—1,5k)/(2h1) (2.31)
with i = (Gij—1.k+ 2G5k + Gij+1.k)/4
with  gije = (fije—1+2fijr+ fijrer1)/4

The viscous terms contain second-order derivatives. In method A the viscous
stress tensor o;; and heat flux ¢; are calculated in centres of cells. In centre
(i 4+ %, j+ %, k+ %) the corresponding discretization Dy f has the form

1)/h1 (2.32)

D — _
(D2f) (Si+1,j+%,k+% %igs kel
with s = (fijk + fijerk + fijrr1 + fij+1h41)/4

i+%,j+%,k+%
o1 1
6,j+5.k+5

The divergences of the viscous stress tensor and heat flux are subsequently calcu-
lated with the same discretization rule applied to control volumes centred around
vertices (2, j, k). Method A is robust with respect to odd-even decoupling. This
is illustrated if we consider a function f with fi11 % = —fi k, called a m-wave
(or 2h-wave) in the xi-direction. The scheme for the viscous terms as described
above dissipates such m-waves. Moreover, the discretization of the convective
terms with D; is such that m-waves in the xo- and x3-directions do not appear in
D, f. The standard second-order central difference (labelled as D)) is obtained
if s in equation (2.31) is replaced by f. In that case m-waves in the x9- and
xg-directions persist in Dy f. This argument illuminates why this finite volume
method is more robust than the standard second-order central difference and why
no artificial dissipation is needed to prevent numerical instability in the present
application. In method A’ the discretization for the convective terms is the stan-
dard second-order central difference, whereas the viscous terms are discretized as
in method A.

Using this knowledge we constructed a new fourth-order accurate method
which is more robust than the standard five-point fourth-order discretization.
Method B employs this discretization for the convective terms, while the viscous
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terms are still treated as in method A. The corresponding expression for D3 f has
the following form:

(D3f)ije = (=Sit2k+88iy1jk — 8si—1jk + Si—2jk)/(12h1)  (2.33)
with  sije = (—Gij—2k +49i -1,k + 109ijk + 4Gi j+1.k — Gij+2,k)/16
with  gijr = (=fijk—2+4fije—1+10fi ik +4fi k1 — fijr+2)/16.

This scheme is conservative, since it is a weighted central difference. The co-
efficients in the definition for g; ;1 are chosen such that g; ; is a fourth order
accurate approximation to f; ;, and m-waves in the z3-direction give no contribu-
tions to g; ;- The definition for s; ; 1, has the same properties with respect to the
xo-direction. Consequently, this method is more robust with respect to odd-even
decoupling than the standard five-points fourth-order central difference (labelled
as DY), which is recovered if s in equation (2.33) is replaced by f. The latter
discretization is used for the convective term in method B’, whereas the viscous
terms in B’ are discretized as in method B. For convenience, we refer to meth-
ods B and B’ as fourth-order methods, but we remark that the formal spatial
accuracy of the scheme is only second-order due to the treatment of the viscous
terms. However, since the instabilities in the mixing layer are convective insta-
bilities, the convective terms play a more important role than the viscous terms,
and, for this reason it is expected that a more accurate treatment of only the con-
vective terms is sufficient in order to obtain a more accurate method. Another
example of numerical simulations in which the convective terms are treated with
a fourth-order, while the viscous terms are treated with a second-order accurate
scheme, is found in Normand & Lesieur (1992).

Method C is a pseudo-spectral scheme for the convective and viscous terms.
Derivatives in the periodic x;- and x3-directions are evaluated using discrete
Fourier-transforms. Free-slip boundaries are imposed in the xo-direction, which
implies that a flow variable is symmetric or anti-symmetric at these boundaries.
To evaluate derivatives in the xo-direction, discrete cosine and sine expansions
are employed for the symmetric (p, 41, @3, €) and anti-symmetric variables (as2),
respectively. This spectral method does not dissipate m-waves, which leads to
contributions to the so-called ’odd ball’ wavenumber. As in Sandham & Reynolds
(1989), the odd ball component (m-wave) is explicitly removed at each stage
within a time step to prevent numerical instability.

Finally, method D is a shock-capturing method to be used in supersonic flow
calculations (chapter 8). The convective terms are discretized with the third-
order accurate MUSCL-scheme, fully described by Van der Burg (1993), whereas
the viscous terms are treated with the second-order scheme described above.
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Chapter 3

Subgrid-models for the
turbulent stress tensor

The turbulent stress tensor 7;; is the most important subgrid-term in LES.
Much effort has been put into the development of good subgrid-models (Moin
& Jimenez 1993) and, consequently, a large number of subgrid-models exist. In
this chapter we consider six subgrid-models for this tensor: the Smagorinsky
model (Smagorinsky 1963), the similarity model (Bardina et al. 1984; Liu et al.
1994), the gradient model (Clark et al. 1979; Liu et al. 1994), the dynamic eddy-
viscosity model (Germano 1992), the dynamic mixed model (Zang et al. 1993;
Vreman et al. 1994b) and the dynamic Clark model (Vreman et al. 1995c). These
models are important representatives of the available subgrid-models, although
we have restricted this study to models which do not require the solution of an
additional differential equation (Moin & Jimenez 1993).

The first two sections of this chapter! contain the formulations of these six
subgrid-models and the third section is devoted to a problem caused by one of the
models. The Smagorinsky, similarity and gradient models, to be called basic mod-
els, are formulated in section 1. The dynamic procedure is explained in section 2.
The procedure is based on the Germano identity, which is a relation between tur-
bulent stresses at different filter levels. Section 2 presents a generalised Germano
identity, applicable to arbitrary nonlinear functions. Furthermore, we formulate
the three dynamic models, formed from the basic models in combination with
the dynamic procedure introduced by Germano (1992). In this section we also
report and present a solution to a specific problem which arises if top-hat filters
are used in the dynamic procedure. Section 3 is devoted to a theoretical analysis
of the gradient model, since actual simulations indicate that this model has bad
stability properties. The nature of the instability is explained from this analysis,

!This chapter is based on the papers Vreman et al. 1994bf and 1995c.
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which is performed for a model equation in one dimension. The conclusions are
summarized in section 4.

3.1 Basic models

In this section we present three models for the turbulent stress tensor pr;;: the
Smagorinsky, similarity and gradient model. The Smagorinsky model is an eddy-
viscosity model, unlike the similarity and gradient model. In each case the model
is denoted by m;;.

3.1.1 The Smagorinsky model

The first model is the well-known Smagorinsky model (Smagorinsky 1963; Rogallo
& Moin 1984), given by

mij = —pCEA?|S()|S;;(@)  with  [S(@)]* = 45;;(1)S;; (1), (3.1)

where S;; is the strain rate defined by equation (2.6). With respect to the
Smagorinsky constant C's several values have been proposed: e.g. 0.2 in isotropic
turbulence (Deardorff 1971) and 0.1 in turbulent channel flow (Deardorff 1970).
With the use of power laws for the shape of the energy spectrum, Schumann
(1991) suggests Cs = 0.17. This eddy-viscosity model formally models the
anisotropic part of the tensor 7;; only, which is defined as:

pri = prij — 3 pk, (3.2)

with k = %Tu The isotropic part of the tensor is usually not modelled, but
incorporated in the filtered pressure. This issue will be further addressed in
chapter 4. The major short-coming of the Smagorinsky model is its excessive
dissipation in laminar regions with mean shear, because S;; is large in regions
with mean shear (Germano et al. 1991). Furthermore, the correlation between
the Smagorinsky model and the actual turbulent stress is quite low (about 0.3 in
several flows). The similarity and gradient model, described below, do not suffer
from excessive dissipation in laminar regimes and correlate much better with the
actual turbulent stress (0.6 to 0.9 in several flows (Liu et al. 1994, Vreman et al.
1995a)).

3.1.2 The similarity model

The similarity model, formulated by Bardina et al. (1984) and revisited by Liu
et al. (1994), is not of the eddy-viscosity type. It is based on the assumption
that the velocities at different levels give rise to turbulent stresses with similar
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structures. More specifically, the definition of p7;; in terms of the unfiltered
variables p and pu; is applied to the filtered variables p and pw;. Thus a tensor
m;j is defined,

mij = Pu;pl; /P — PU;pu; /p = Pl — pli;pi; /P, (3.3)

which is used as a model for pr;;. In contrast to p7;j, the tensor m;; can be
calculated in a Large-Eddy Simulation, since it is fully expressed in the filtered
variables.

The correlation between the similarity model and the exact turbulent stress
is relatively high. This indicates that the similarity model predicts important
structures of the turbulent stress at the right locations. However, the magnitude
of the turbulent stress is less accurately predicted. The definition of the similarity
model implies that the model only takes into account the contribution of the
filtered variables to the turbulent stress. Therefore, the similarity model does
generally not overestimate the turbulent stress, but rather underestimates them,
in particular in the turbulent regime. Hence, in laminar regions this model is
not expected to be too dissipative, unlike the Smagorinsky model. In turbulent
regions, however, the dissipation of small scales by the similarity model may be
insufficient.

3.1.3 The gradient model

In the following we will derive the gradient model m;; for p7;; using Taylor ex-
pansions of the filtered velocity. Our procedure is slightly different from the
procedure followed by Clark et al. (1979). Clark et al. decompose the turbulent
stress into three parts, the so-called Leonard, cross and Reynolds components,
and apply the expansions to each component separately. We directly apply the
expansion to the total turbulent stress. Furthermore, we present the formulation
for the compressible turbulent stress tensor, thus generalizing the derivation by
Clark et al..
For the top-hat filter f is defined as:

169 =3 A2A3/ / / flx+y)dy. (34

The function f(x+y) is expanded as a Taylor series around x, and after evaluation
of the integral we obtain:

f=Ff+ 40507 f +0O(A%Y. (3.5)
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The same formula holds for Gaussian filters (Love 1980). We use this formula to
rewrite the turbulent stress tensor:

PTij = PUily — PU;pl;/p
= pujuj + 51 AL (puiuy)
—(pu; + 9 AR0R (pui)) (puj + 93 AR (puy)) [ (p + 57870k p)
+0(AY)
= 1 AOu) (Opuy) + O(AY), (3.6)

where we used the relation

1 1

1 A292 y _ 1 202 4
(o + 3580000) = - = 51580080 + O(A%), (3.7)

The next step is to express equation (3.6) into filtered variables. Using equation
(3.7), the Favre-filtered velocity can be written as

i; = pu;/p
(pus + 21 AL0% (pu) /(0 + 51 A705p) + O(AY)
1
= i+ g7 AR0u + 15 AF (k) (Owi) + O(AY) (38)

We observe that for both the bar- and Favre filter, unfiltered and filtered variables
differ by a term of the order O(A?):

p = P+O(AY, (3.9)
u = U+ O(A?). (3.10)

Substituting expressions (3.9) and (3.10) into (3.6) yields:
PTi; = 5 ALB(0k ;) (Ort;) + O(AY). (3.11)
The first term on the right-hand side is referred to as the ’gradient’ model,
mij = 13 ARP(Oki) (Oxi;)- (3.12)

Observe that the expansion is mathematically correct provided the variables can
be differentiated sufficiently often, but for rapidly fluctuating variables the O(A%)
term may not be small. The gradient model can also be derived by not expanding
the turbulent stress itself, but the similarity model of the turbulent stress (Vreman
et al. 1995c). In the latter derivation only Taylor expansions of the filtered
quantities p and u; are employed, which are varying more smoothly over lengths
of O(A) than the unfiltered variables used in (3.6).
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Simulations with the gradient model appear to be unstable and grid-refinement
with respect to time or space does not prevent, but rather stimulate the growth of
the instability (Vreman et al. 1995¢c). The character of this instability is analysed
in section 3.3. To overcome this instability, the model can be supplied with a
'limiter’ which prevents energy backscatter (Liu et al. 1994). A simple procedure
for such a limiter is to represent the turbulent stress 7;; in the filtered equations
by cm;j, i.e. the gradient model multiplied with a function ¢, which is given by:

i Ot <
. { 1 if my0;u; <0 (3.13)

0 otherwise.

After this substitution the subgrid-model is ensured to dissipate kinetic energy
of the resolved scales to subgrid scales. The simulation with the gradient model
performed in chapter 5 adopts such a limiter, but unfortunately turns out to be
relatively inaccurate.

Another way to overcome the instability is to add an eddy-viscosity model
to the gradient model. Since Clark et al. (1979) added the Smagorinsky eddy-
viscosity, the sum of the gradient and Smagorinsky model is called the Clark
model. The Smagorinsky part in the Clark model is thus considered to act as a
model for the rest-term in (3.11). However, like the Smagorinsky model itself,
the Clark model is excessively dissipative in the transitional regime.

Hence, to stabilize the gradient model with either a limiter or the Smagorinsky
model leads to inaccurate simulations. A better way to stabilize the gradient
model is provided by the dynamic procedure, which yields the dynamic Clark
model, to be presented in the next section.

3.2 Dynamic models

Three dynamic models for the turbulent stress tensor p7;; will be presented: the
dynamic eddy-viscosity, dynamic mixed and dynamic Clark model. The dynamic
eddy-viscosity model (Germano 1992) is the Smagorinsky model in which the
model constant is replaced by a coefficient which depends on the local turbulent
structure of the flow. The dynamic eddy-viscosity model overcomes several short-
comings of the Smagorinsky model, e.g. the excessive dissipation in laminar
regions. The local value of the coefficient is obtained by substitution of the
Smagorinsky model into the Germano identity, which is a relation between the
turbulent stress tensor at several filter levels. The dynamic eddy-viscosity model
has been successfully applied to LES of transitional channel flow (Germano et al.
1991) and to a number of other flows as well (Moin & Jimenez 1993).

In this section we present a generalised form of the Germano identity for a
subgrid-term resulting from the filtering of an arbitrary nonlinear function. In
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addition to the formulation of the dynamic eddy-viscosity model, we formulate
the dynamic mixed and dynamic Clark model, in which the dynamic procedure is
applied to the mixed and Clark model respectively. The mixed model is the sum
of the similarity and Smagorinsky model, whereas the Clark model is the sum of
the gradient and Smagorinsky model. The mixed and Clark model suffer from
similar short-comings as the Smagorinsky model itself. These short-comings can
be removed by applying the dynamic procedure.

3.2.1 The generalised Germano identity

We define the subgrid-term corresponding to an arbitrary nonlinear function or
operator f(w), where w is a vector function of space and time, as follows:

7 = f(w) = f(W). (3.14)

We call 7 the subgrid-term on the F-level, where the bar denotes the basic filter
operation. Apart from the grid-filter level (F-level), denoted by the bar-filter
corresponding with the filter width A, Germano (1992) introduced a test-filter
(at the G-level), which is denoted by the hat () and corresponds with the filter
width 2A. The consecutive application of these two filters, resulting in e.g. ﬁ
defines a filter on the "F'G-level’ with which a filter width kA can be associated.
The value of & equals 2 for the spectral cut-off filter (Germano 1991) and /5 for
Gaussian filters (Germano 1992). For spectral cut-off and Gaussian filters, x can
be determined exactly, since the consecutive application of two of these filters
yields a filter function of the same type. However, the consecutive application of
two top-hat filters does not yield a top-hat filter. For top-hat filters an optimal
value £ = /5 can be derived as shown in the next section. The subgrid-term on
the F'G-level reads

Ty = f(w) — f(W) (3.15)
The following identity can be derived between the subgrid-terms at the F'G- and
the F-level

Ty — 75 = Ly, (3.16)

where the right-hand side Ly can be explicitly calculated from the variable w on
the F-level, -

Ly = f(W) - f(W). (3.17)
The terms at the left-hand side of the generalised Germano identity (3.16) cannot
be calculated from the variables on the F-level.

This generalised identity reduces to the Germano identity for the turbulent
stress tensor in the case

f(w) =puu;  with  w=(p,u). (3.18)
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In this case identity (3.16) is equivalent to

~

pTy; — prij = Lij, (3.19)

where 7;; is the turbulent stress tensor and the other terms are given by

~ — —~

plyj = pug; — pu;pu;/p, (3:20)
Lij = (pu;pu;/p)” — pu;pu;/p. (3.21)

The notation (.)” indicates that the hat-filter is applied to the expression between
the brackets. It is used in conjunction with the identically defined notation (%)
for convenience in the exposure. The terms at the left-hand side of the Germano
identity (3.19) are the turbulent stress tensor on the F'G-level and the turbulent
stress tensor on the F-level filtered with the test-filter, respectively. The tensor
L;;j can explicitly be calculated from the variables on the F-level, p and pu. The
three dynamic models for the turbulent stress tensor in the following are obtained
by substituting the corresponding base models into the Germano identity.

3.2.2 The dynamic eddy-viscosity model

The dynamic eddy-viscosity model (Germano 1992) adopts Smagorinsky’s eddy-
viscosity formulation, but the square of the Smagorinsky constant Clg is replaced
by a coefficient Cly:

mij = —pCaA?|S(1)] S (). (3.22)

The coefficient Cy is dynamically adjusted to the local structure of the flow in the
following way. The subgrid-model (3.22) is substituted into the Germano identity,
which means that expressions for Tj; and 7;; are obtained by formulating the
subgrid-model in F'G-filtered quantities and F-filtered quantities, respectively.
This yields

CaM;; = Ly, (3.23)

with
M;; = —p(rA)?[S(v)[Si; (V) + (PA®[S(@)[ Sy ()~ (3.24)

The symbol S;;(v) represents the strain rate based on the Favre-filtered velocity
on the FG-level (v; = p1;/p) and |S(v)|? = 15%(v).

The symmetric tensor equation (3.23) represents a system of six equations for
the single unknown Cy. Hence, a least square approach (Lilly 1992) is followed
to calculate the model coefficient,

< MijLij >
Cq = < My My, > (3.25)
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Notice that m;; formally models the anisotropic part of the turbulent stress.
Therefore the model should be substituted in the anisotropic part of the Germano
identity. However, substitution in the anisotropic part of the identity leads to
the same coefficient Cy, since M;;L;; = MijL?j. In order to prevent numerical
instability caused by negative values of Cy, the numerator and denominator in
equation (3.25) are averaged over the homogeneous directions, which is expressed
by the symbol < . >. Furthermore, the model coefficient Cy is artificially set to
zero at locations where the right-hand side of (3.25) returns negative values.
One assumption of the formulation above is that variations of Cj on the scale
of the test-filter are small. An alternative formulation which does not require
this assumption has been proposed by Piomelli & Liu (1994). Some Large-Eddy
Simulations in this thesis have been repeated using this formulation, but no
significant differences were found.

3.2.3 The dynamic mixed model

The relatively accurate representation of the turbulent stress by the similarity
model and a proper dissipation provided by the dynamic eddy-viscosity concept
are combined in the dynamic mixed model. This model has been introduced by
Zang et al. (1993), and modified by Vreman et al. (1994b) in order to remove a
mathematical inconsistency. The dynamic mixed model employs the sum of the
similarity and Smagorinsky eddy-viscosity model as base model:

mij = pu;p; /p — pU;pt; /B — pCaA*|S(@)|Si; (). (3.26)

The dynamic model coefficient C, is obtained by substitution of this model into
the Germano identity, which yields:

Hij + CdMij = Lija (327)

where the tensors L;; and M;; are defined by equations (3.21) and (3.24) and the
tensor H;; is defined as

Hij = pu;pu;/p — pu;pu;/p — (pu;p; /o — pu;pu; /p) - (3.28)

The differences between the formulation proposed by Zang et al. and Vreman et
al. are related to different formulations for the model representing T;;. Zang et
al. express this term using velocities on the F-level, while Vreman et al. express
this term using velocities on the F'G-level. The latter approach is mathematically
consistent with the definition of T;; and was observed to yield improved results
(Vreman et al. 1994b). By analogy with the formulation of the dynamic eddy-
viscosity model, the dynamic model coefficient is obtained with the least square
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approach:
Cy = < MZJ(LZJ — Hz) >
< MijMij > ’

which completes the formulation of the dynamic mixed model.

(3.29)

3.2.4 The dynamic Clark model

In section 3.1.3 we discussed two problems caused by the original Clark model. If
the Smagorinsky eddy-viscosity is used, the model is too dissipative. However, if
the eddy-viscosity part is omitted, the simulation becomes unstable. As indicated
by the analysis in the next section, this instability is caused by the model, not
by the numerical method, and can be overcome by sufficient dissipation. The
dynamic procedure provides a solution for both problems.

Hence, the dynamic Clark model (Vreman et al. 1995¢) employs the Clark
model as base model:

mij = 15 ARP(OkT:) (Ok1i5) — PCal?|S(@)[Sy(@). (3.30)

The formulation is similar to the formulation of the dynamic mixed model, the
only difference being the ’gradient’ part, which replaces the similarity part of
the dynamic mixed model. Substitution of the dynamic Clark model into the
Germano identity yields equation (3.27). In this case, however, the tensor H;;
expresses the difference of the gradient model on the FG-level and the F-level:

Hl'j = %(HAk)Q%akviakvj — (%Aiﬁ@kﬂlakajf (331)

The dynamic model coefficient Cy is obtained with the right-hand side of expres-
sion (3.29).

With respect to computational efficiency the dynamic Clark model does not
require much more work than the dynamic eddy-viscosity model, unlike the dy-
namic mixed model. The derivatives of the filtered velocity are already calculated
in order to obtain the strain rate at different filter levels. The extra work needed
is mainly due to the six filterings in equation (3.31) indicated by (.)~. The for-
mulation of H;; for the dynamic mixed model, however, contains much more
filtering operations, required for the evaluation of the similarity model at differ-
ent levels. Consequently, the computational cost for the dynamic mixed model
is considerably higher than for the dynamic eddy-viscosity and dynamic Clark
model.

3.2.5 The top-hat filter in the dynamic procedure

The dynamic procedure requires formulations of the subgrid-model at the F-level
and the F'G-level. The F-level is associated with the filter width A, the G-level
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with the filter width 2A and the F'G-level with the filter width KA. In this
subsection we argue that in conjunction with top-hat filters the value of x should
not be 2 (as used for instance by Zang et al. (1993)), but rather /5.

We denote the original filter function by G, with filter width a = A and the
test-filter function by G with filter width b > a. The filter function corresponding
to the consecutive application of these two filters is denoted by H and satisfies
the following formula:

H(y) = /Q Gyly — 2)Ga(2)da. (3.32)

If G, and G, are spectral filters, H is a spectral filter as well with filter width
b, whereas if G, and G}, are Gaussian filters, H is a Gaussian filter with filter
width va? + b%2. However, the consecutive application of two top-hat filters is
not a top-hat filter; the filter function H has a trapezoidal shape. In Large-Eddy
Simulations employing the dynamical procedure with top-hat filters, the filter
width of H is usually assumed to be the same as the filter width of G} (Zang
et al. 1993). However, this approximation cannot be very good, because the
H-filter will certainly render smoother signals than the Gy-filter, so the filter
width associated with H should be larger than b. We proceed to show how
an appropriate value for the filter width of H can be found. Since the three-
dimensional filter function is usually a product of three one-dimensional filter
functions, the analysis can be performed in one dimension. Suppose that H is
the trapezoidal filter function resulting from the consecutive application of two
one-dimensional top-hat filter functions G, and Gy with b > a. This yields the
following expression:

(y—i—%(b—i—a)) if —l(b—i—a) <y< —%(b—a),
if —5(b—a) <y<3(b-a),
ﬁ(y—%(b—l—a)) if %(b—a) <y< %(b—l—a),
if [y > 3(b+a) .

NN

H(y) = (3.33)

S @|’—‘§_|>—\

We next find an optimal approximation of H by a top-hat filter function G,
given by

Lgf le<y<ie
— c 2 27

For this purpose we minimise the Lo-norm of the error, which is a function of ¢:
6(c) = |Ge — H]| (3.35)

The choice of the Lo-norm has the advantage that the error is also minimum in
spectral space, due to Parseval’s theorem. The minimum value of ¢ will certainly
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satisfy b —a < ¢ < b+ a. In this range the square of the error equals (after some
calculation):

1 a b+a 1 a b c

§(e)? ==& (L L2y y 8 3.36
@) =3 -5+t oo e Yo (3.36)
Minimisation of the error requires
2 (6(e)? =0 (3.37)
dc C = Vv, .

which finally yields
c=1+Va?+b? (3.38)

It is remarkable that this relation, which represents an optimal approximation for
top-hat filters, is identical to the exact relation for Gaussian filters. Furthermore
it appears that when equation (3.38) is satisfied for top-hat filters, not only d(c)
is minimum, but that also the second moments of G, and H are equal:

1 1
5¢ ) 5 (b+a) )
[ vewin= [ pHG, (3.39)
-3¢ -3 (b+a)

Usually the ratio between the filter width of the test and original filter is equal
to 2 (b = 2a), in which case equation (3.38) gives ¢ = v/5a, which corresponds to

k= /5.

3.3 The unstable nature of the gradient model

Large-Eddy Simulations with the pure gradient model are unstable. Incorpora-
tion of a limiter or the Smagorinsky eddy-viscosity can lead to stable simulations,
but the results are inaccurate (Vreman et al. 1995c). However, the dynamic com-
bination of the gradient and eddy-viscosity model presented in subsection 3.2.4
results in stable and sufficiently accurate simulations. In this section we will anal-
yse the nature of the instability of the pure gradient model for a one-dimensional
model problem.

3.3.1 Analysis in one dimension

It is well-known that the Burgers equation is a simple model that describes flow
phenomena which are qualitatively similar to Navier-Stokes flows in several re-
spects. Since the Burgers equation is a one-dimensional scalar equation, mathe-
matical analysis is often possible. The equation has been the subject of several
studies of LES (Love 1980, Humi 1990). In this section we examine the Burgers
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equation supplemented with the one-dimensional version of the gradient part of
the Clark model. The linear stability of a sinusoidal profile will be investigated,
in order to gain some understanding of the instability of the gradient model en-
countered in the previous section. The connection between linear and nonlinear
stability is known for Navier-Stokes flows and has been formulated in the fol-
lowing way (Henningson & Reddy 1994). If a flow is linearly unstable then it is
nonlinearly unstable to arbitrarily small initial disturbances. On the other hand,
if a flow is linearly stable then it is nonlinearly stable, provided the initial distur-
bance is sufficiently small. The linear analysis thus provides information on the
nonlinear equation.
The Burgers equation with the gradient subgrid-model is written as:

Ohu + 305 (u?) — vO2u = —ind, (0,u)? + f(), (3.40)

where 0; and 0, denote the time and spatial derivative respectively, u is the
one-dimensional velocity and v the viscosity. The left-hand side of this equation
contains all terms in the standard Burgers equation. The right-hand side repre-
sents the gradient model with positive parameter n = %AQ plus a forcing term
f.

The following analysis shows that smooth solutions of equation (3.40) can
be extremely sensitive to small perturbations, leading to severe instabilities. In
particular, we consider the linear stability of a 2m-periodic, stationary solution,
U(z,t) = sin(z) on the domain [0, 27| with periodic boundary conditions. For
n # 1 the forcing function f is determined by the requirement that U is a solution
of equation (3.40). We notice that no forcing is needed to ensure that U is an
exact solution for the inviscid case with n = 1. We substitute a superposition of
U and a perturbation v,

u(z,t) =U(z) +v(x,t), (3.41)
into equation (3.40) and linearize around U, omitting higher order terms in v:
v + (1 — n)sin(z) Opv + (v + nd2v) cos(z) = vdrv. (3.42)

We use the following Fourier expansion for v

oo
v= Z o (t)et, (3.43)
k=—00
where i is the imaginary unit with 2 = —1. After substitution of this series into

equation (3.42) and ordering of terms, we obtain an infinite system of ordinary
differential equations for the Fourier coefficients ay:

ap = %k:(nk: —n—1Dag_1 — K vay + %k(n/{: +n+ Dok, (3.44)
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where k is a number in Z.

The instability mentioned in the previous section concerns the gradient model,
in which no eddy-viscosity is adopted, while the molecular viscosity is relatively
small. Therefore, to understand the nature of this instability for the Burgers
equation, we first analyse system (3.44) assuming v = 0. Instead of the infinite
system, we consider a sequence of finite dimensional systems,

2y = Mz, (3.45)

where z,, is a vector containing the 2n 4 1 Fourier coefficients a_y,...c;, and M,
isa (2n+1) x (2n + 1) tri-diagonal matrix:

[y, ] 0 I, T
Tn
lo
a_q T2 0 ll
7, = | «ag , M, = 0 0 O . (3.46)
o Ii 0 ro
l2
Tn
| Opn L I, 0 ]
with
L = sk(nk—n—1), (3.47)
r, = 3(k—1)(nk+1). (3.48)

The eigenvalues of A, determine the stability of the problem. The system is
unstable if the maximum of the real parts of the eigenvalues is positive.

In the following we will consider the asymptotic behaviour for large values
of n of the maximum of the real parts of the eigenvalues of M,,. We denote the
eigenvalues of M,, by \;, whereas A,,, represents an eigenvalue with

| Amaz| = max|A;l. (3.49)
In the next subsection the proof is found of the following three properties:
1. if X is an eigenvalue then — \ is an eigenvalue; (3.50)
2 Phonas| ~ % (3.51)
3. Im(Apaz)| < n — 1. (3.52)

The first point implies that A4, can be chosen such that Re(\,q2) > 0. Hence,
the combination of these three properties yields the asymptotic behaviour of the
maximum of the real parts of the eigenvalues:

Re(Apnaz) ~ nn°. (3.53)
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Thus we have shown that the inviscid system is linearly unstable and that the
largest real part of the eigenvalues is asymptotically proportional to n?, where n
is the number of Fourier modes taken into account.

It should be observed that the instability is severe, since the system is not
only unstable, but the growth rate of the instability is infinitely large as n — oo.
The instability is fully due to the incorporation of the gradient model, since all
eigenvalues of the matrix M, are purely imaginary in case the inviscid Burgers
equation without subgrid-model is considered (n = 0). In numerical simulations
the instability will grow with a finite speed, since then the number of Fourier
modes is limited by the finite grid. Moreover, expression (3.53) illustrates that
grid-refinement (with 7 kept constant), which corresponds to a larger n, will not
stabilize the system, but enhance the instability. Three-dimensional simulations
were observed to show features similar to this one-dimensional behaviour. Grid-
refinement in LES with the gradient model (Vreman et al. 1995¢) enhanced the
instability when A was kept fixed (the grid-spacing h was decreased). However,
when the filter width A was reduced simultaneously with the grid-refinement, i.e.
A/h was kept constant, the instability was not enhanced. In fact the growth rate
of the instability of the one-dimensional problem can be expressed in A and the
grid-spacing h: nn? ~ (A/h)%. Consequently, the instability is not enhanced if
the ratio between A and h is kept constant.

Finally, we will consider the more complicated case v # 0. The linear system
in equation (3.44) now gives rise to matrices M,, which have a negative principal
diagonal. It is known that for every fixed value of n there exists an eigenvalue
arbitrarily close to the eigenvalue of the inviscid system (Ap,qz) if v is sufficiently
small (Chatelin 1993, (Lemma 4.3.1)). Hence for small values of v the viscous
system for finite n is still linearly unstable. The matrix M, is strictly diagonally
dominant if

v>n+1, (3.54)

while all rows except n and n+ 2 are already diagonally dominant if v > 5. If the
matrix is diagonally dominant, the real parts of all eigenvalues are negative and,
consequently, the system is stable. This indicates that stability can be achieved
by a sufficiently large viscosity, which does not depend on n, but only on 7.
Thus, we conclude that if the gradient model is supplemented with an adequate
eddy-viscosity the instability will be removed. The original Clark model, which
indeed contains enough eddy-viscosity to avoid instabilities, is too dissipative. An
adequate eddy-viscosity formulation which stabilizes the gradient model, while
not being too dissipative, occurs in the dynamic Clark model (section 3.2.4).
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3.3.2 The eigenvalues in the one-dimensional analysis

In this subsection the proof of the three statements in (3.50) to (3.52) concerning
the eigenvalues of the matrix M,, is given.? The structure of the matrix M, is
such that an eigenvalue is equal to zero or an eigenvalue of the following matrix:

0 T9
lo . .
A, = L el . (3.55)
L1 0 Tn
Iy 0

Consequently, to consider the eigenvalues of A, is sufficient. These eigenvalues
are roots of the characteristic polynomial P, (\) of the matrix A,:

By()) = det(M, — Ay), (3.56)

where I, is the n x n unity matrix. If we decompose this determinant with respect
to the last column, we obtain:

Pi(A) = A, (3.57)
Py(\) = A —rly, (3.58)
P,(A) = APy1(A) —rply P—a(X), n>2. (3.59)

This recursive relation demonstrates that P,(\) = 0 implies P,(—\) = 0. Thus
if A\ is an eigenvalue, —\ is also an eigenvalue and thus property (3.50) has been
established.

Next, we consider the statement about the asymptotic behaviour of |Apaz,
expressed in (3.51). In order to proof this statement we formulate a lower- and
upper-bound for |Ayq.| which are both asymptotically proportional to nn?. An
upper-bound is obtained when the Gershgorin theory is applied to Ay:

Mnaz| < loe1 + 10 = n(n — 1)% ~ g0, (3.60)

Since |Amaz| > |Ni| for ¢ = 1,..,n and A; represents one of the n roots of the
polynomial P, (), the following relation provides a lower-bound for |Ayq.|:

1 1
|Amaz| = [A1 A2 Ap|m = |Po(0)]n. (3.61)
The recursive relation (3.59) provides
P,(0) = —rplpPr—2(0), (3.62)

2Dr. R.M.J. van Damme (Department of Applied Mathematics, University of Twente) sig-
nificantly contributed to the proof of (3.51).
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with

Tolp = i(n —Dnm*n?=n)—n—1) ~ inQ(n —1)%n% (3.63)
If n is even and the coefficient [ is non-zero for even k (7 is always non-zero),
we obtain the following estimate, using Stirling’s formula:

1 n 1 n
Amaz| 2 [Pa(0)] ~ ((37°)2 (n)%) > gm(=)* ~ mn, (3.64)
The equations (3.60) and (3.64) together yield
|/\max| ~ 77712- (365)

The case for odd n is more complicated, but does not need to be considered,
since the behaviour for even n already provides sufficient information about the
system. Furthermore, the above argument alters when I, = 0 for a certain (even)
value of k. If I, = 0 the characteristic polynomial can be written as

Pn()‘) = PkJrl()‘)ankJrl()\)a (3'66)

where @Q,,_r11(\) represents the characteristic polynomial of the tri-diagonal ma-
trix with lower diagonal l1..l,, and upper diagonal r41..7,. The maximum root
of Q,_r+1 can be estimated like in equation (3.64) and its asymptotic behaviour
is also proportional to nn?.

Finally, we derive an upper-bound for the imaginary part of an eigenvalue A
of A, expressed in (3.51). Denoting the corresponding eigenvector with y we
have

Ayy = Ay. (3.67)

The matrix A, can be split into a symmetric matrix B,, and an anti-symmetric
matrix C),:

A, =B, +C, (3.68)

with
0 b2 0 Co
B, — T C, = . e | (3.69)
b, 0 —c, 0

and

be = 3(rk+U) = gnk” — 0k + 1, (3.70)

& = 30rk—l)=3k— 7 (371)
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In the following we denote the Eucledian inner product in C™ by (-,-) and the
complex conjugate by the superscript (x). Next, we derive the following relation
between A and \*:

n

Ay, y) Y,
nYs

y)
y WY Y)
y7 Cly)

(A
(B
(y,B
( nY)
(v

)+ (C
ny) =+ (
y Y) (v,
ny) — 2

(y ny)

Now we can express an upper-bound for the imaginary part of \ as:

¥, Cny) | _ VI ICnyIl
(y,y) llyl?

Im(A)] = 3[A = \| =]

| < < [ICllsps (3.73)

since ||Cry|l < ||Cyllspllyll, where the subscript 'sp’ denotes the spectral matrix
norm. The spectral matrix norm ||C|s, is defined as the square root of the
maximum of the absolute eigenvalues of the matrix C C,,, which is equal to the
maximum absolute eigenvalue of C,, since C, is anti-symmetric. Finally, the
following result is obtained using the Gershgorin theory:

Im(A\)| < |cp—1|+ |en| =n —1, (3.74)

which expresses an upper-bound for the imaginary parts of the eigenvalues.

3.4 Conclusions

In this chapter six subgrid-models for the turbulent stress tensor have been pre-
sented: three basic subgrid-models and three dynamic models composed of the
basic models. A comparison of simulation results obtained with these models is
found in chapter 5.

The basic subgrid-models are the Smagorinsky, similarity and gradient model.
The three dynamic models considered are the dynamic eddy-viscosity, the dy-
namic mixed and the dynamic Clark model. The dynamic models rely upon the
Germano identity for the turbulent stress tensor. We have generalised the Ger-
mano identity in order to be able to apply the procedure to other subgrid-terms
as well. Furthermore, an improved formulation of the dynamic mixed model has
been proposed. The dynamic Clark model is the gradient model supplemented
with an dynamic eddy-viscosity. It has been introduced to overcome the intrinsic
instability of the pure gradient model and the excessive dissipation of the original
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Clark model. With respect to the dynamic procedure using top-hat filters, an
optimum value for the filter width of two consecutively applied top-hat filters was
obtained. This value is different from the value that has previously been used for
top-hat filters, whereas it is identical to the exact value for Gaussian filters.

The gradient model has been considered in more detail. First, we have ex-
tended the formal derivation of the incompressible gradient model to be able to
use the model in compressible flow simulations. In order to clarify the nature
of the instability of the gradient model, the one-dimensional Burgers equation
supplemented with the gradient model has been analysed. A linear stability
analysis of a sinusoidal profile of the modified Burgers equation has been per-
formed. In the limit of vanishing viscosity, the maximum of the positive real
parts of the eigenvalues has been shown to be proportional to the square of the
number of modes, if a finite number of modes is taken into account. This shows
that the instability becomes more severe, if the resolution is increased. For an
infinite number of modes, the growth-rate of the instability is infinitely large.
The one-dimensional analysis also indicates that a sufficient amount of viscosity
can stabilize the model, independent of the number of modes. These analytical
results for the one-dimensional case are similar to the behaviour of the instability
observed in three-dimensional simulations with the gradient model.
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Chapter 4

Realizability conditions for the
turbulent stress tensor

In this chapter! we examine the turbulent stress tensor 7;; in the filtering ap-
proach, defined by equation (2.23) from a theoretical point of view. The filtering
approach, which is the basis of LES, is different from the classical way to average
the Navier-Stokes equations. In the classical approach, also known as the statis-
tical approach, the equations are averaged with a statistical mean or ensemble
average (Tennekes & Lumley 1972). The turbulent stress reduces to the Reynolds
stress, which is a statistical central moment, and satisfies the so-called ’realizabil-
ity conditions’ (Du Vachat 1977; Schumann 1977). Unlike the ensemble average
in the statistical approach, the averaging operator in the filtering approach does
not satisfy the Reynolds rules for the mean (Monin & Yaglom 1971, p. 207). Al-
though for this reason the turbulent stress in the filtering approach is not equal to
the Reynolds stress, several analogies between the turbulent stress in the filtering
approach and the Reynolds stress exist. First, the turbulent stress in the filter-
ing approach satisfies the Reynolds equations, which are the partial differential
equations that can be derived for the Reynolds stress in the statistical approach
(Germano 1992). In addition to this property, which is called the averaging in-
variance of the filtered equations, Germano presents an algebraic identity for the
turbulent stress (section 3.2.1). Invariances or algebraic properties related to the
Large-Eddy Simulation technique and their applications on subgrid-modelling are
scarcely found in literature. In addition to Germano’s work, the work of Speziale
(1985) has to be mentioned, in which the Galilean invariance of subgrid-models
is discussed.

In this chapter it will be shown that the realizability conditions for the
Reynolds stress in the statistical approach are also valid for the turbulent stress

!This chapter is based on the paper Vreman et al. 1994a.
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in the filtering approach, if and only if the filter function is positive. The proof
of this statement is given in section 4.1, while in the section 4.2 the theory is
illustrated for three filters commonly used in Large-Eddy Simulation. Further-
more, in section 4.3 it is argued that a consistent subgrid-model for the turbulent
stress should satisfy the same inequalities as the turbulent stress itself. Whether
this requirement is fulfilled is investigated for several existing subgrid-models.
Moreover, it is shown that for eddy-viscosity models the realizability conditions
lead to a lower bound for the generalised turbulent kinetic energy.
For sake of transparency we use the incompressible formulation of the turbu-
lent stress tensor,
Tij = Wity — Uy, (41)

The compressible case is covered when the bar filter is replaced by the Favre
filter.

4.1 Realizability conditions

The filtering approach presented in section 2.2 is different from the statistical
approach, in which the averaging operator represents the ensemble average and 7;;
is equal to the Reynolds stress W Since the averaging operator is a statistical
mean, it is well-known that the tensor W is positive semidefinite (Du Vachat
1977; Schumann 1977). If the tensor 7;; is positive semidefinite (or 'positive’ for
convenience) then the following inequalities hold (Ortega 1987, p. 36):

Ti > 0 for i€ {1, 2, 3}, (42)
|Tij| < \TiiTjj for i,j € {1, 2,3}, (43)
det(nj) > 0. (44)

By analogy to the statistical approach we refer to these three properties as 'realiz-
ability conditions’. If the filtering approach is followed, in general 7;; # W and,
therefore, we will investigate the conditions under which 7;; is positive semidefi-
nite.

The turbulent stress tensor 7;; in Large-Eddy Simulation is preferred to be
'positive’ for a number of reasons. First, if 7;; is "positive’, the generalised tur-
bulent kinetic energy formally introduced by Germano (1992),

k= (111 + T22 + 733)/2, (4.5)

is a positive quantity at each location of the flow domain for an arbitrary velocity
field. This quantity is frequently used in the theory of subgrid-modelling and is
often required to be positive. As an example, we mention the available k-equation
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models, which would become ill-defined for negative values of k. Moreover, twice
the turbulent kinetic energy is an upper bound for all components of the turbulent
stress, i.e. |7;;| < 2k for all @ and j, which follows from the estimates given in
equation (4.3). Other analogies between the classical approach with the ensemble
average and the filtering approach exist, if 7;; is 'positive’. For example, as in
the classical approach, the fractions 7;;/ \/TiiTj; in the filtering approach can be
considered as correlation coefficients. The existence of such analogies could be
a reason why turbulence models developed for the ensemble averaged equations
can often be applied in Large-Eddy Simulation. An example is Smagorinsky’s
model (Smagorinsky 1963), which is quite similar to the classical mixing length
model by Prandtl.

In the following it will be proved that 7;; in LES is positive semidefinite if and
only if the filter kernel G(x, &) is positive for all x and €. As a first step, suppose
G > 0. In order to prove that 7;; is 'positive’ for all x in the flow domain €2, a
subset x is defined, being the support of the function & — G(x,&). Moreover
Fy is the space of real functions on the domain . Since G > 0, for f,g € Fx
the expression

(f.9)x = /Q G(x, €)1 (€)g(€)de (4.6)

defines an inner product on Fyx (Rudin 1973, p. 292). Next, we show that the
turbulent stress can be written as an inner product. Using the definition of the
filter operator, equation (2.11), and property (2.12) yields

Tij (X) = W(X) — Uy (X)ﬂj (X)

= () — W) (%) — T (0T () + () (x)
- / G5, €)uus (€ (€)dE — T15(x) / G, &)u; (€)dé

/Gxﬁuz(ﬁ)dﬁ—l—uZ Ju;(x /Gx§ dg
- / G5, €) (s (€) — () (u(€) — T;(x))dE = (v, 1), (47)

with v(§) = u;(§) — T;i(x) defined on Q. In this way the tensor 7;; forms a
3 x 3 Grammian matrix of inner products. Since such a matrix is always positive
semidefinite (Ortega 1987, p. 74), 7;; is positive semidefinite and satisfies the re-
alizability conditions. Remark that v}*(&) is not identical to the standard velocity
fluctuation u}(€) = u;(€) — ﬂz(ﬁ), since v¥(&) also depends on x. Consequently,
expression (4 7) is not equal to wjuj.

We proceed to show that G > 0 is not only a sufficient, but also a necessary
condition for 7;; to be positive semidefinite. Suppose the condition G > 0 is not
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fulfilled for a piecewise-continuous filter function G. Then vectors x and & in (2
and a neighbourhood of &, V = {¢€ € Q : |¢€ — €| < 6} exist, such that G(x,£) < 0
for all £ € V. For a function u; on Q with uy(§) #0if &€ € V and u1(€) =0
elsewhere, 711(x) appears to be negative:

T11(x) = u_%(x) — (m(x))* < u?(x / G(x,€)(u1(€))%d€ < 0. (4.8)

Consequently, the tensor 7;; is not positive semidefinite, which completes the
proof that 7;; is positive semidefinite if and only if the filter function G is positive.

We finally show that the fractions 7;;/,/7:7;; in the filtering approach can be
interpreted as local statistical correlation coefficients. For a given x we can define
a local stochastic variable Ey for the location vector € with probability density
function Px(€) = G(x,&) > 0. Hence, the filtered velocity u; can be interpreted
as the statistical mean Fx of the stochastic variable u;(Zx) and the turbulent
stress tensor 7;; as the covariance covy(u;(Ex)u;(Ex)).

4.2 Filters

In the previous section we have shown that the turbulent stress tensor is positive
semidefinite if and only if the condition G > 0 is fulfilled. If this is the case,
we call the corresponding filter a positive filter. In this section we consider some
of the positive and non-positive filters which frequently appear in the literature
about Large Eddy Simulation. Moreover, turbulent kinetic energies obtained with
positive and non-positive filters are compared for a fully developed turbulent flow
field.

Typical filters commonly used in Large Eddy Simulation, the top-hat, Gaus-
sian and spectral cut-off filter, have been listed in table 2.1. The top-hat and
Gaussian filters are positive, whereas the spectral cut-off is not. Hence 7;; is 'pos-
itive’ if the first two filters are applied, but not if the spectral cut-off is applied
to the velocity field. For compressible flows the Favre filter is used, @; = pu; /p,
where p is the density (Erlebacher et al. 1992). In fact @; can be written as

- /Q H (x, €)ui (€)dé (4.9)
with
’ fQ )dn ‘

The function H(x,£) is clearly a ﬁlter—functlon, since [, H(x,€)d¢ = 1. More-
over, the Favre filter is positive if the corresponding G(x, §) is positive. Thus,
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Figure 4.1: Contours of the generalised turbulent kinetic energy in the centre plane
of the mixing layer at ¢t = 80 for (a) the top-hat filter, (b) the Gaussian filter and (c)
the spectral cut-off filter. Solid and dotted contours indicate positive and negative
values respectively. The contour increment is 0.04.

this filter inherits positivity from the underlying ’bar’-filter, but does in general
not commute with partial derivatives, unlike the filters listed in table 2.1.

Next the specific behaviour of the turbulent stress based on the spectral cut-
off filter is illustrated. First, as an example the sinusoidal velocity profile u; =
sin(akczq) with % < a < 1 is considered and the cut-off filter is applied with
cut-off wavenumber k.. Since u; is a single Fourier mode, the filter operation is
easily performed in Fourier space. This implies

1 = 3 — 5 cos(2akcx1) — (5 — & cos(2akcw1)) = § cos(2akex), (4.11)
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Figure 4.2: The generalised turbulent kinetic energy averaged in the homogeneous
directions as a function of the normal coordinate (x2) for the mixing layer at ¢ = 80.
Top-hat filter (solid), Gaussian filter (dotted) and spectral cut-off filter (dashed).

which is not positive for all z;. Consequently, for spectrally filtered fields 7;;
does not satisfy the realizability conditions. As a further illustration the gen-
eralised turbulent kinetic energy is calculated by filtering a turbulent velocity
field. For this purpose we use the database of a Direct Numerical Simulation of
the temporal mixing layer in three dimensions with a convective Mach number
of 0.2 (Vreman et al., 1995a). At this Mach number the flow can be regarded
as incompressible (Sandham & Reynolds, 1991). The simulation was performed
on a uniform cubic grid with grid-spacing h and 1283 grid-points. Furthermore,
an additional simulation on a 1923-grid confirmed the accuracy of the database
(see section 5.1). In the following the turbulent flow field at ¢ = 80 is used for
the calculation of the generalised turbulent kinetic energy k, defined in equation
(4.5). We compare k obtained with the top-hat and Gaussian filter, as examples
of positive filters, to k obtained with the spectral cut-off filter. The filter width
A, which is the same in the three filter functions, is chosen equal to 4h, which im-
plies that if a Large-Eddy Simulation of this flow is performed with grid-spacing
A, the grid contains 323 cells. In figure 4.1 contours of k are shown in the centre
plane of the shear layer for the three filters. Moreover, k averaged in the two
homogeneous directions of the flow (< k >) is plotted as a function of the nor-
mal coordinate in figure 4.2. These figures show that the generalised turbulent
kinetic energy k is positive everywhere, if the top-hat or Gaussian filter is used.
However, if the spectral cut-off is employed, k£ and even < k > are negative in
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some parts of the flow.

As a conclusion, unlike the top-hat and Gaussian filters, the spectral cut-off
filter gives rise to a turbulent stress tensor which does not satisfy the realizability
conditions. This does not imply that 7;; becomes ill-defined for the spectral cut-
off filter. However, certain properties of 7;; which are true for positive filters do
not hold for the spectral cut-off. In particular the generalised turbulent kinetic
energy, k, obtained with spectrally filtered velocity fields, can locally be negative.
Similarly, the generalised turbulent dissipation rate (Germano 1992, equation

(25)),

3
€ = Z/Z Z((@kuZ)Q — 8}€ui2), (4.12)
i=1 k=1

can locally be negative if a spectral filter is used, while it is positive for positive
filters. Some consequences of these properties will be discussed in the next section.
Finally, the fact that 7;; based on spectrally filtered fields is not 'positive’ might
explain the large amount of backscatter for this filter when compared to positive
filters (Piomelli et al. 1990D).

4.3 Subgrid-models

The Large-Eddy Simulation approach is to close the filtered equations by replac-
ing the exact turbulent stress 7;; with a subgrid-model, represented by the tensor
m;j. A model which shares some basic properties with the turbulent stress is
appealing from a theoretical point of view. For example, since 7;; is a symmet-
ric tensor, the model m;; is preferred to be symmetric as well, which is true for
all existing subgrid-models. Secondly, the filtered Navier-Stokes equations are
Galilean invariant. As Speziale (1985) has argued, they should retain this prop-
erty if 7;; is replaced by the model m;;. The observation that 7;; is 'positive’ for
positive filters is another basic property of the turbulent stress. Therefore, it is
reasonable to require the model m;; to be 'positive’ as well, if a positive filter is
adopted. Such a requirement is not only based on theoretical, but also on prac-
tical grounds. For example, it provides a useful lower bound for the generalised
turbulent kinetic energy in case an eddy-viscosity model is adopted, as will be
shown below. In the following the three basic subgrid-models introduced in sec-
tion 3.2 are considered and the question whether they are 'positive’ for positive
filters is addressed. We also discuss the dynamic models and some other models
that occur in literature.

First consider Bardina’s scale-similarity model in the incompressible formu-
lation (Bardina et al. 1984):

mgj = ﬁiﬂj — ii:j- (413)



This tensor is obtained if the definition of the turbulent stress 7;; (equation (4.1))
is applied to the filtered velocity field ;. The tensor m;; is also called the re-
solved turbulent stress (Germano 1992) and is clearly 'positive’ for positive filters.
Another ’positive’ tensor is the gradient model, which reads in its incompressible
formulation (Clark et al. 1979),

mi; = %AQ(VEZ : VE]) (4.14)

This tensor is positive semidefinite since it can be interpreted as a Grammian
matrix with respect to the Eucledian inner product in R3. Notice that m;; is
‘positive’, even if the filter is not positive, and, consequently the use of this
model in conjunction with e.g. the spectral cut-off filter is not consistent.

The two subgrid-models discussed above are not of the eddy-viscosity type.
Next we turn to the group of eddy-viscosity models (e.g. Rogallo & Moin 1984).

The anisotropic part of the turbulent stress, 7% = 7;; — %kéij, is modelled with

mé = _VeSij- (415)

ij

The symbol v, represents the eddy-viscosity and S;; is a short notation for the
strain-rate S;;(@) defined in (2.6). The sum of the anisotropic and isotropic parts
is formally written as

mij = —veSi; + $kbij. (4.16)

An interesting result is obtained if m;; is required to satisfy the realizability
conditions. This requirement implies:

m%Q + m%3 + m§3 S m111M99 + mi1mss + m9o21MM33. (4.17)
Equation (4.16) is substituted in this expression, which yields
27Q2 2 2 2 41.2
v; (512 + 513 + 523) gy (511522 + 511533 + 522533) + gkﬁ . (4.18)

Here the property that the tensor S;; is trace-less has been employed. This
property is also used to rewrite the terms between parentheses in the right-hand
side of equation (4.18) as follows:

S11592 + S11533 + S22933 =  $(S11 + Sa2 + S33)? — 2(ST, + S5, + 955)
= —3(Sh + S5 + 53,).

Substituting this expression in equation (4.18) finally yields:

k> %\/5(1/6\/5) with S = %ZSZQJ (4.19)
0,
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This inequality presents a lower bound for the generalised turbulent kinetic energy
k, in the case an eddy-viscosity model is adopted in conjunction with a positive
filter.

The lower bound for k provides information on the isotropic part of the tur-
bulent stress in the eddy-viscosity formulation. In a Large Eddy Simulation of
incompressible flow the isotropic part is usually added to the filtered pressure,
resulting in a modified pressure (Rogallo & Moin 1984). In that case, the Large-
Eddy Simulation solves the modified pressure, while the (filtered) pressure itself
remains unknown, which is undesirable in applications in which the pressure is an
important quantity. The approach involving a modified pressure especially causes
problems in the Large-Eddy Simulation of compressible flows, since in the evo-
lution equations for compressible flows the pressure does not only appear in the
momentum equations, but also in the energy evolution equation and in the equa-
tion of state. For these reasons subgrid-models have been proposed that explicitly
prescribe k in order to model the isotropic part of the turbulent stress. For such
models inequality (4.19) is particularly interesting since it implies inequalities for
the model coefficients, as shown in the following part of this section.

In fact inequality (4.19) can be used to suggest a subgrid-model for k cor-
responding to a specific eddy-viscosity model. We will demonstrate this for the
Smagorinsky model, which leads to the Yoshizawa model for k. A similar pro-
cedure could be followed for e.g. the structure function eddy-viscosity model
(Normand & Lesieur 1992). In a formulation equivalent to that given by Leith
(1991) the Smagorinsky eddy-viscosity (Smagorinsky 1963) is defined as

ve = CZA%V/S, (4.20)
where Cg is the Smagorinsky constant. Inequality (4.19) now reduces to
k> 3v/3C%A%S, (4.21)
which suggests the following subgrid-model for k:
k= CpA®S, (4.22)
where the constant C has to satisfy
Ci, > 1V3CE. (4.23)

This inequality expresses a necessary condition for realizability, if a positive filter
is used. The model for the generalised turbulent kinetic energy k in equation
(4.22) is similar to the estimates for k, given by Lilly (1967), Deardorff (1970),
while it is known as the Yoshizawa model (Yoshizawa 1986). Yoshizawa proposes
Cs(= Cuy2) = 0.16 and Cy(= C2,,/C2,;) = 0.0886, where Cyy1 and Cy,o are
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lower bound for <k>
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Figure 4.3: Lower bound using the Smagorinsky-eddy viscosity with Cg = 0.16 for
the mixing layer at t = 80. (a) Contours of the lower bound for the top-hat filter
in the centre plane . Solid and dotted contours indicate positive and negative values
respectively. The contour increment is 0.015. (b) Lower bound averaged in the
homogeneous directions as a function of the normal coordinate (x2). Top-hat filter
(solid), Gaussian filter (dotted) and spectral cut-off filter (dashed).

notations which Yoshizawa uses in his presentation of the model. These values
clearly satisfy inequality (4.23).

The right-hand side of inequality (4.19) has been evaluated for the Smagorin-
sky eddy-viscosity using the numerical database described in the previous section.
Results for the centre plane are shown in figure 4.3a for the top-hat filter. The
agreement with figure 4.1a is reasonable and quantitatively corresponds to a cor-
relation of 0.62. Thus Yoshizawa’s model gives a reasonably good prediction of
k on the tensor level, which is in agreement with the findings of Erlebacher et
al. (1987, table 10). The results of averaging the right-hand side of (4.19) in
the homogeneous directions are shown in figure 4.3b, which may be compared
with figure 4.2. For the positive filters (top-hat and Gaussian) we observe that
inequality (4.19) is satisfied and that some global features of < k > are present
in the lower bound as well. The lower bound is about twice as small as k. For
the non-positive spectral cut-off, inequality (4.19) is clearly not satisfied. Since
the Yoshizawa model leads to positive values for k, it is suggested not to use
the Yoshizawa model in conjunction with the spectral cut-off filter, for which the
exact k does attain negative values. It should be noticed that, on the vector
level, i.e. when Vk is considered, the correlation of the Yoshizawa model is poor
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(Erlebacher et al. 1987; Speziale et al. 1988).

The SEZH-model (Erlebacher et al. 1992; Zang et al. 1992)) is the sum of
the similarity model and Yoshizawa’s model. This model was developed using the
Gaussian filter, which is positive. The references suggest Cs(= +/(Cr/V?2)) =
0.092 and Cx(= C1/2) = 0.0033 or even C}, = 0. These values do not satisfy (4.23)
and, consequently, the Yoshizawa part of this model is not realizable. However,
this does not imply non-realizability of the complete SEZH-model, since the sum
of the similarity model and Yoshizawa’s model can theoretically still be positive
semidefinite. For this reason it is consistent to reformulate the SEZH-model in
the following way: rather than modelling the *positive’ tensor W, the Yoshizawa
model approximates 7,; — (4;; — U;4;), which in general is not ’positive’.

An alternative for modelling k is to solve this quantity using an additional
partial differential equation for & (Schumann, 1975; Horiuti 1985; Moin & Jimenez
1993). In this formulation the eddy-viscosity equals

ve = CAVE (4.24)

with model coefficient C', while in the modelled k-equation terms proportional to
Vk and k3/2 occur. This model requires positive values for k and the formulation
is such that k remains positive during the simulation, i.e. the model is 'realizable’.
As for the gradient and Yoshizawa models, it is consistent to use the k-equation
models in conjunction with positive filters only, since the exact k is guaranteed
to be positive in this case. To employ these models with e.g. the spectral cut-off
filter is less attractive, since in that case the original turbulent kinetic energy
attains values of both signs, while the model provides positive values only.

Finally, we discuss the implications for the dynamic eddy-viscosity, the dy-
namic mixed and the dynamic Clark model, formulated by equation (3.22), (3.26)
and (3.30) respectively. The incompressible formulation of these models is ob-
tained with use of the incompressible formulation of the basic models given in
the equations (4.13), (4.14) and (4.15).

The dynamic eddy-viscosity model can be supplemented with an isotropic
part of the form (4.22) in order to satisfy realizability. The coefficient C}, should
satisfy inequality (4.23), where C% is replaced by the dynamic coefficient Cy,

Ci, > $V3Cy. (4.25)

In actual simulations C} = 2C; can be used, which matches figure 4.3b with
figure 4.2 for the positive filters.

The dynamic mixed and Clark model are certainly realizable if both the sim-
ilarity /gradient part and the eddy-viscosity part are realizable. The previous
remarks for the SEZH-model are also valid for these dynamic models. Realiz-
ability of the eddy-viscosity part requires the inclusion of an isotropic part, e.g.
equation (4.22) with Cj = 2C}.
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4.4 Conclusions

In this chapter the turbulent stress in Large Eddy Simulation has been shown to
satisfy the same realizability conditions as the well-known Reynolds stress in the
statistical approach. Positiveness of the filter function is a necessary and sufficient
requirement. In particular this implies that the generalised turbulent kinetic
energy is positive in all regions of the flow. In view of these considerations, the
top-hat and Gaussian filters are fundamentally different from the spectral cut-off
filter. The first two filters (and their corresponding Favre filters for compressible
flows) are positive, whereas the spectral cut-off is non-positive and, consequently,
in the latter case the realizability conditions are not applicable. Indeed, the
generalised turbulent kinetic energy k based on spectrally filtered fields obtained
from a numerical simulation appeared to be negative in many regions of the
flow. For this reason subgrid-models which predict a positive k, e.g. the gradient
model, the Yoshizawa model and k-equation models, are preferred to be used
in conjunction with a positive filter. Bardina’s similarity model satisfies the
realizability conditions for positive filters only and, consequently, this model can
be used in combination with any filter. Imposing realizability for eddy-viscosity
models has led to a lower bound for k. Substitution of the Smagorinsky eddy-
viscosity in this inequality leads to the Yoshizawa model for compressible flow
with a corresponding inequality for the model constants. This inequality can also
be used to suggest a model for the isotropic term in the eddy-viscosity part of
the dynamic models.
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Chapter 5

Comparison of subgrid-models
in LES at low Mach number

In chapter 3 six subgrid-models for the turbulent stress tensor were presented.The
question which subgrid-model is most appropriate in actual Large-Eddy Simula-
tions arises naturally. In this chapter! we test the models introduced in chapter 3
in LES of the temporal mixing layer at low Mach number, M = 0.2. The transi-
tion from laminar to developed turbulent flow is monitored and the performance
of the subgrid-models is investigated in both the transitional and the turbulent
regime.

The filtered Navier-Stokes equations contain subgrid-terms in the momentum
and energy equation. In this chapter we focus on the modelling of the turbulent
stress tensor 7;; in the momentum equation. The term created by nonlinearities
in the viscous stress tensor (R; in the momentum equation) is neglected and no
model for the subgrid-terms in the energy equation is assumed. In chapter 7 we
will show that R; is negligible and that for the mixing layer at low convective
Mach numbers the modelling of the subgrid-terms in the energy equation has no
significant effect on the Large-Eddy Simulation.

In chapter 1 we have distinguished between a priori and a posteriori testing of
subgrid-models. In this chapter we follow the latter approach. LES-results of the
temporal mixing layer using the six subgrid-models are presented and compared
with filtered DNS-data. In the following we describe the Direct Numerical Simu-
lation in section 5.1 and the Large Eddy Simulations in section 5.2. LES-results
are compared with filtered DNS-results in section 5.3. In section 5.4 we use LES
to simulate a mixing layer at high Reynolds number.

!This chapter is based on the papers Vreman et al. 1994f and 1995e.
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5.1 Description of the Direct Numerical Simulation

We simulate the three-dimensional temporal mixing layer described in chapter 1.
In this chapter we do not study compressibility effects, hence a low convective
Mach number M = 0.2 is used. The Reynolds number Re based on upper stream
velocity and half the initial vorticity thickness equals 50. It is sufficiently high
to allow a mixing transition to small scales as observed in the incompressible
simulations by Comte et al. (1992) and Moser & Rogers (1993). On the other
hand it is sufficiently low to enable an accurate DNS that resolves all relevant
turbulent scales on the computational mesh.

The Navier-Stokes equations are solved in a cubic geometry [0, Ly | x [—3 Lo,
%Lg | x [0,L3]. The length L = L; = Ly = L3 of the domain is set equal to
four times the wavelength of the most unstable mode according to linear stability
theory, thus allowing two subsequent pairings of two-dimensional rollers. Peri-
odic boundary conditions are imposed in the x;- and x3-direction, while in the
xo-direction the boundaries are free-slip walls. The initial condition is formed
by the mean profiles described in chapter 1 superimposed with two- and three-
dimensional perturbation modes obtained from linear stability theory. A single
mode is denoted with («,3), where « is the streamwise and ( the spanwise
wavenumber. The two dimensional modes are (4,0), (2,0) and (1,0), where (4,0)
is the most unstable mode with wavelength equal to L/4. The subharmonic
modes (2,0) and (1,0) initiate vortex pairings. Three-dimensionality is intro-
duced by adding the oblique mode disturbances (4,4), (4,-4), (2,2), (2,-2), (1,1)
and (1,-1). Furthermore, random phase-shifts in the oblique modes remove the
symmetry in the initial conditions. Following Moser & Rogers (1993) the ampli-
tude of the disturbances is large (0.05 for the two-dimensional and 0.15 for the
three-dimensional modes).

The DNS is conducted on a rectangular uniform grid with 1923 cells. We use
the numerical method B described in chapter 2.

Visualisation of the DNS demonstrates the roll-up of the fundamental in-
stability and successive pairings (figure 5.1). Four rollers with mainly negative
spanwise vorticity are observed at t = 20. After the first pairing (¢ = 40) the flow
has become highly three-dimensional. Another pairing (¢ = 80), yields a single
roller in which the flow exhibits a complex structure, with many regions of posi-
tive spanwise vorticity. This structure is an effect of the transition to turbulence
which has been triggered by the pairing process at ¢t = 40 (Moser & Rogers 1993).
Hence, the flow clearly contains a cascade towards small scales and all relevant
scales are accurately represented on the fine grid. The simulation is stopped at
t = 100, since the single roller at ¢ = 80 cannot undergo another pairing.

The accuracy of the simulation with 1923 cells is satisfactory. First, the linear
growth rates of the dominant instability modes are captured within one percent.
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Figure 5.1: Contours of spanwise vorticity for the plane z3 = 0.75L at (a) ¢t = 20,
(b) t=40 and (c) t=80. Solid and dotted contours indicate negative and positive
vorticity respectively. The contour increment is 0.1.

Furthermore, simulations on coarser grids have been performed, using method B
with 643 and 1283 cells respectively. The evolution of the momentum thickness
(equation 5.7 for unfiltered variables) and an instantaneous velocity component
at the centre of the shear layer are shown in figure 5.2. The resolution of the
643-simulation is clearly inadequate, but the results of the 1283-simulation are
quite close to those of the 1923-simulation.
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Figure 5.2: Evolution of the momentum thickness (a) and u3 at ($L1,0, 1 L3) (b)

obtained from DNS using a sequence of grids: 643 (dotted), 1283 (dashed) and 1923

(solid).

5.2 Description of the Large-Eddy Simulations

In order to perform Large-Eddy Simulations we solve the filtered Navier-Stokes
equations closed with a subgrid-model for the turbulent stress tensor. The bound-
ary conditions for the filtered variables are the same as for their unfiltered coun-
terparts. The initial conditions are obtained by filtering the initial conditions of
the DNS described above.

The specific filter adopted in the simulations is the top-hat filter. Some Large-
Eddy Simulations have been repeated with the Gaussian filter and only small
differences were found. The top-hat filter has appealing algebraic properties,
such as positivity the turbulent stress tensor (chapter 4). It is also attractive
from a numerical point of view, since the support of the filter function in physical
space is relatively small. The integration which appears in the definition of the
filter operation is performed with the trapezoidal rule.

The simulations are performed with a filter width A = L/16 on a uniform grid
with 323 cells, which is considerably coarser than the DNS-grid. Thus the filter
width A equals twice the grid-spacing of the coarse grid, denoted by h: A = 2h.
Another option is A = h, but in the next chapter it will be shown that the total
simulation error (arising from both the modelling and the discretization) is lower
for A = 2h. The numerical scheme employed in the Large-Eddy Simulations in
this chapter is method B described in chapter 2. The influence of the numerical
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model for 7;; curve
MO | 0 (no model) solid
M1 | Smagorinsky marker
M2 | similarity marker X
M3 | gradient marker +
M4 | dynamic eddy-viscosity | dashed
M5 | dynamic mixed dotted
M6 | dynamic Clark dashed-dotted

Table 5.1: Subgrid-models for the turbulent stress tensor.

scheme on the simulation error will be investigated in detail in the next chapter.

A consistent comparison between LES and DNS-data requires filtering of the
solution obtained with DNS. In order to obtain filtered DNS-results, the filter
operation is applied to the variables on the fine grid. Next, the filtered data
is easily obtained on the coarse LES-grid (being a subset of the fine DNS-grid)
through restriction of the filtered fine grid data. Accurate LES-results should
be close to the filtered DNS-results. Even if a 'perfect’ LES-model is adopted,
exact agreement between LES- and filtered DNS-results cannot be expected for all
types of quantities. A number of different unfiltered initial conditions defined on
a fine grid can correspond to the same filtered initial condition defined on a coarse
grid. In general the Direct Numerical Simulations starting from these unfiltered
initial conditions will not lead to exactly the same filtered DNS-results. The
agreement between LES- and filtered DNS-results for averaged quantities is likely
to be higher than for instantaneous quantities. Hence, good agreement between
accurate LES- and filtered DNS-results is demanded for averaged quantities and
global features, rather than for instantaneous quantities, such as the evolution of
the velocity at a specific location.

Large-Eddy Simulations are performed using the six subgrid-models for 7;;
formulated in chapter 3. The names of the models with their abbreviations are
listed in table 5.1. The abbreviation MO corresponds to the case that 7;; is simply
omitted. In this case the Large-Eddy Simulation is in fact a Direct Numerical
Simulation on the coarse LES-grid starting from filtered initial conditions. The
case MO is included in order to provide a point of reference for the other subgrid-
models (M1-6). The performance of a specific subgrid-model is considered to
be bad if the errors (deviations from the filtered DNS) are comparable to or
larger than the errors corresponding to M0O. In such a case the incorporation
of the subgrid-model does not make sense. For most quantities the discrepancy
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Figure 5.3: Comparison of the total kinetic energy F obtained from the filtered DNS
(marker o) and from LES using MO0-6 (see table 1 for labels).

between the coarse-grid simulation without subgrid-model and the filtered DNS is
quite large, illustrating that there is something to improve upon; the contribution
of a subgrid-model should be significant.

5.3 Comparison of results

Various quantities obtained from LES with M0-6 are shown and compared with
the filtered DNS-data. We consider several aspects of the kinetic energy in de-
tail: the evolution of total kinetic energy, turbulent and molecular dissipation,
backscatter and Fourier energy spectra. The turbulent stress tensor accounts
for the transfer of kinetic energy from resolved to subgrid scales. Some of the
selected models adopt the eddy-viscosity hypothesis in order to approximate the
energy transfer to subgrid scales. In contrast to these models, non-eddy-viscosity
models (e.g. similarity) can have mechanisms to produce backscatter of energy
from subgrid- to resolved scales. For these models the amount of backscatter
will be calculated. Furthermore, as a local quantity the spanwise vorticity in a
representative plane serves to monitor the local performance of the six models.
We also investigate the evolution of the momentum thickness and various aver-
aged statistics, e.g. Reynolds-stress profiles. In this way a number of essentially
different quantities (mean, local, plane averaged) are included in the a posteriori
tests in order to assess the quality of the models.
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5.3.1 Total kinetic energy

A comparison of the subgrid-models with respect to the evolution of the total
kinetic energy, based on filtered variables,

1
Q2

is found in figure 5.3. First we discuss the Smagorinsky model M1, which gives
even worse predictions than MO provides. The total kinetic energy F for M1
is observed to exhibit a characteristic behaviour: in the transitional regime of
the simulation the dissipation of energy is far too large, while it is far too low
afterwards. M1 gives such an excessive dissipation in the transitional regime
that transition to turbulence is hindered. The excessive dissipation caused by
this model has also been observed by Piomelli et al. (1990a) in their study of
turbulent channel flow. The other models (M2-6) are not too dissipative in the
transitional regime. The M3-case gives no improvement over M0, but the models
M2 and M4-6 do improve the results. In contrast to M3, no limiter is required
to stabilise M2. Comparison of the curves of M2 and MO in figure 5.3 shows that
the similarity model M2 dissipates approximately the correct amount of energy.
However, Bardina et al. (1984) report that the similarity model M2 does not
dissipate energy in simulations of homogeneous turbulence with pseudo-spectral
methods. We have encountered the same problem if we perform the simulation
using the pseudo-spectral method C. As will be shown below, the simulation
with M2 and scheme B does not provide sufficient dissipation for small scales,
although the total dissipation is reasonably well predicted. The pseudo-spectral
method appears to be more sensitive to the presence of small scales on a relatively
coarse grid than the finite difference method B. The results for M4, the dynamic
eddy-viscosity model by Germano et al., illustrate that the dynamic adjustment
of the model coefficient meets the major short-coming of Smagorinsky’s model,
being the excessive dissipation in the transitional regime. Indeed the results are
much better than those of M1. The dynamic mixed model M5 and the dynamic
Clark model M6 both accurately predict the evolution of E. Within the group of
models considered, M5 most closely approaches the filtered DNS-results.

5.3.2 Turbulent and molecular dissipation

The decay of the total kinetic energy, F, is described by the following partial
differential equation:

8tE = /Q(Pd — 6# - Esgs)dX, (52)
where

Py = popuy, (5.3)
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Figure 5.4: Comparison of the subgrid-scale dissipation [, esgsdx (a) and molecular
dissipation [, €,dx (b) obtained from the filtered DNS (marker o) and from LES
using M1-6 (see table 1 for labels).

ep = p(1)Si;(@)0;u;, (5.4)

€sgs = —ﬁnjajui.

In our case the contribution of the pressure dilatation Py can be neglected, since
the flow is almost incompressible. The molecular dissipation, €, is always positive
due to the equality S;;(1)0;u; = %Sfj(ﬁ) The subgrid dissipation, esgs, repre-
sents the amount of energy transferred from resolved to subgrid scales, which
is positive if an eddy-viscosity model is adopted for 7;;. For non-eddy-viscosity
models, however, this term can be positive or negative, referring to forward or
backscatter of subgrid-scale kinetic energy respectively. Backscatter produced by
subgrid-models is sometimes hard to control within a simulation and can lead to
numerical instability. From the models we consider, the gradient model (M3), as
formulated in equation (3.12) leads to instabilities and, for this reason, backscat-
ter in M3 is artificially prevented, with the use of a limiter (see chapter 3).
Thus, the decay of total kinetic energy is caused by both subgrid-scale and
molecular dissipation. The subgrid-scale dissipation and molecular dissipation in-
tegrated over the domain are shown in figure 5.4. Simulation MO is not found in
figure 5.4a; it has no subgrid-scale dissipation, since no subgrid-model is adopted.
Figure 5.4a clearly reveals the excessive dissipation of M1 in the transitional
regime. For the other models the subgrid-scale dissipation is initially small,
whereas it grows when the flow undergoes the transition to turbulence. Fur-
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thermore, M2 (without limiter) and M3 (with limiter) are observed to dissipate
energy, although these models do not employ an eddy-viscosity. Compared to the
filtered DNS-results, the subgrid dissipation is reasonably well predicted by M2
and M4-6.

The simulations that employ an eddy-viscosity (M1, M4-6) produce an al-
most constant level of molecular dissipation, whereas the molecular dissipation
increases and becomes too large for MO, M2 and M3. The presence of too many
small scales leads to the over-predicted molecular dissipation in the latter cases.
Obviously, the simulation with M0 contains too many small scales, since there
is no energy transfer to subgrid scales by a model. As will be shown in section
5.3.4, the simulations with M2-3 also contain too many small scales. The amount
of small-scale energy dissipated by the subgrid-model is insufficient in cases M2
and Ma3.

The molecular dissipation takes over part of the work that should be per-
formed by the subgrid-models M2 and M3. This further explains features of
the behaviour of M2 and M3 in figure 5.3. In figure 5.3 the evolution of E for
M3 is approximately the same as for M0, although, according to figure 5.4a, M3
provides some dissipation. However, the molecular dissipation for M0 is higher
than for M3 (figure 5.4b); consequently both simulations are almost equally dis-
sipative. Furthermore, the subgrid dissipation is comparable for M2 and M4,
although the total energy decay is stronger for M2. The molecular dissipation
explains this behaviour; it is much higher for M2, due to the presence of more
small scales.

With respect to the dynamic models M4-6 the subgrid dissipation in the tur-
bulent regime is best approximated by M4. The molecular dissipation is for all
three models somewhat too small. The subgrid dissipation for M5-6 is somewhat
too large. Consequently, the total energy decay for M5-6 is approximately correct
and better than for M4. These cancelling of errors in subgrid and molecular dis-
sipation will not occur in flows at very high Reynolds number, since in such flows
the molecular dissipation is negligible compared to the subgrid dissipation. From
the curves in figures 5.4 for the filtered DNS-results and M4-6, it is inferred that
in the turbulent regime of this flow the ratio between subgrid-scale dissipation
and molecular dissipation is about two to three, which is comparable to ratios
reported in Piomelli et al. (1990b). Although this mixing layer contains a mix-
ing transition to small-scale turbulence, the Reynolds number is relatively low.
The molecular dissipation of resolved scales (e,) will decrease if the Reynolds
number is increased. A larger part of the dissipation will occur at subgrid scales
since dissipation essentially is a small-scale phenomenon. Thus in high Reynolds
number LES the somewhat over-predicted subgrid dissipation of M5-6 will not
be compensated by the under-predicted molecular dissipation. Hence, in high
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Figure 5.5: Comparison of the amount of backscatter obtained from the filtered DNS
(marker o) and from LES using M2, M5 and M6 (see table 1 for labels).

Reynolds number LES the total dissipation process in the turbulent regime is
possibly best predicted by M4 (see section 5.4).

5.3.3 Backscatter

The amount of backscatter produced by several subgrid-models is addressed next.
The eddy-viscosity models M1 and M4 do not produce backscatter since the
model coefficient in M1 is a positive constant by definition and the dynamic
model coefficient in M4 is restricted to positive values in order to ensure numerical
stability. Moreover, the limiter concept in M3 artificially removes the backscatter
from this model. Therefore, the only models which produce backscatter are M2,
M5 and M6. For these two models the total amount of backscatter, defined as

/ min(ﬁsgs,O)dX, (56)
Q

is plotted in figure 5.5. Since M5-6 incorporate an eddy-viscosity, these models
produce less backscatter than M2. The amount of backscatter for M5-6 is rela-
tively low in the turbulent regime, where the eddy-viscosity part of the model is
more important than in the transitional regime. A comparison with the filtered
DNS-results shows that M2 produces too much backscatter, whereas M5-6 do not
produce enough backscatter. Except in the early stages of the simulation, the
amount of backscatter is only a small fraction of the forward scatter (about 10
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percent for the filtered DNS-results). A priori tests of transitional and turbulent
channel flow show comparable back- and forward scatter for the spectral cut-off
filter, but smaller back- than forward scatter for the top-hat and Gaussian filters
(Piomelli et al. 1990b). Here a posteriori tests of the mixing layer demonstrate
that in the filtered DNS on a coarse grid and in actual LES with the top-hat
filter the structure of the turbulent flow is such that the amount of backscatter
is relatively small. In a recent study on dynamic LES of isotropic turbulence,
taking backscatter into account did not significantly influence the results either
(Carati et al. 1995).

Others decompose the subgrid dissipation €ggs into a mean and a fluctuating
part (Jiménez-Hértel 1994, Horiuti 1995) and find that the amount of backscatter
in the fluctuating part is relatively large. In this subsection we focussed on the
importance of backscatter relative to the full dissipation of energy to subgrid
scales.

5.3.4 Energy spectrum

We mentioned that the increase in molecular dissipation observed for M0, M2
and M3 was due to the presence of small scales. This is further clarified by ex-
amination of the energy spectrum at a certain time and the time evolution of
specific small- and large-scale components of the spectrum. Figure 5.6 contains
the streamwise kinetic energy spectrum in the turbulent regime at ¢ = 80, de-
noted by A(k), where k is the streamwise wavenumber. The spanwise energy
spectrum exhibits similar features. The filtered DNS-result does not contain an
inertial range displaying the -5/3-law, because the spectrum is based on the fil-
tered velocity and the Reynolds number is relatively low in order to enable DNS.
The spectrum of the filtered DNS is in good agreement with those of the dynamic
models M4 and M5, with a slight preference for M5. The spectrum for the third
dynamic model (M6) is too large for the highest wavenumbers. Furthermore, we
observe that the simulation with M1 is not able to generate the desired amount of
small scales. On the other hand, the contributions of high wavenumbers are too
high for M0, M2 and M3 and, consequently, these simulations contain too many
small-scale contributions. This had to be expected for M0, having no subgrid-
model, whereas this result indicates insufficient energy dissipation of small scales
for the models M2 and Ma3.

The time evolution of a specific small-scale contribution, A(10), has been
plotted in figure 5.7a. This figure reflects that the previous remarks about small-
scale generation are valid for other times as well. The immediate occurrence of
small scales for model M3 has been analytically explained in chapter 3.

In figure 5.7b a specific large-scale contribution, A(1), is shown. The dynamic
mixed model M5 is the best approximation of the DNS-result (note that the

63



Figure 5.6: Comparison of the streamwise energy spectrum A(k) at t = 80 obtained
from the filtered DNS (marker o) and from LES using M0-6 (see table 1 for labels).

logarithm has been plotted). This figure further illustrates the behaviour of the
similarity model M2. On the one hand too many small scales are present due to
insufficient dissipation of these scales. On the other hand, the amount of large
scales is too low, indicating too much dissipation for large-scale structures. Thus
it can be explained that the dissipation of total energy, which contains large and
small-scale contributions is reasonable for M2 (figures 5.3-4).

5.3.5 Spanwise vorticity in a plane

The spanwise vorticity component is often used to visualise the large-scale roller
structure in mixing layers at low Mach number. In figure 5.1 we have visualised
the scenario of the DNS: four rollers of spanwise vorticity at ¢ = 20, two at ¢ = 40
and one at ¢ = 80. During these pairing processes the mixing layer undergoes
a transition to turbulence and many small regions of spanwise vorticity of both
signs occur. In the Large-Eddy Simulations this scenario is reproduced in nearly
all cases (MO, M2-6). Only the simulation with the Smagorinsky model M1 is
an exception; instead of four rollers at ¢ = 20 only two rollers form, indicating
that the linear instability process is highly affected by the excessive dissipation
caused by M1. Figures 5.8-9 display the spanwise vorticity at ¢ = 80 in the
plane z3 = 0.75L3 for the filtered DNS restricted to the coarse grid and for MO-
6. First, we compare the filtered DNS-result in figure 5.8a with the unfiltered
DNS-result in figure 1c, which corresponds to the same time and plane and has
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Figure 5.7: Comparison of the evolution of the A(10)-component (a) and the A(1)-
component of the energy spectrum obtained from the filtered DNS (marker o) and
from LES using M0-6 (see table 1 for labels).

the same contour increment. Obviously, the smallest structures are removed by
the filtering and the peak values of the vorticity are considerably reduced. The
vorticity field of the filtered variables can successfully be represented on the coarse
grid. Furthermore, the amount of positive spanwise vorticity in the filtered case
is smaller than in the unfiltered result. We conclude that most structures of
positive spanwise vorticity in the DNS are smaller than the filter width A, thus
being subgrid scales on the LES-grid.

In the following, we turn to the LES-predictions M0-6 in figures 5.8b-d and
5.9, which ideally should resemble the filtered DNS-result in figure 5.8a. The
simulation with no subgrid-model (figure 5.8b), contains too many small-scale
structures and the peak intensities are too large. The physical dynamics of such
small-scale structures clearly cannot be correctly captured on the coarse 323-grid.
On the other hand the result in figure 5.8c, corresponding to the Smagorinsky
model M1, is too smooth; it contains mainly large-scale structures. The two
rollers produced at ¢ = 20 (instead of four) have slowly started to pair at ¢t = 80,
but no transition to smaller scales occurs and the mixing layer is much too thin.
Like MO, the similarity model (M2; figure 5.8d) and gradient model (M3; figure
5.9a) give rise to an excessive number of small structures and regions of positive
spanwise vorticity. This is in agreement with the energy spectra in figure 5.6,
in which the contributions at high wavenumbers are too large. Furthermore, the
vorticity distribution of M2 is quite similar to MO, only the peak intensities for
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Figure 5.8: Contours of spanwise vorticity for the plane x3 = 0.75L at t=80 obtained
from (a) the filtered DNS, restricted to the 323-grid, and from LES using (b) MO, (c)
M1 and (d) M2. Solid and dotted contours indicate negative and positive vorticity

respectively. The contour increment is 0.05.

M2 are weaker. Figure 5.9a clearly shows that M3 under-predicts the thickness
of the layer.

The vorticity obtained with the dynamic models (M4-6 in figure 5.9b-d) is
qualitatively in better agreement with the filtered DNS-results than the previous
plots. The peak values of the vorticity are quite well predicted and almost the
correct amount of small structures is present. With respect to the dynamic
models, M5 is preferred over M4 and M6. The thickness of the mixing layer
is better predicted than by M4. Furthermore, compared to M4 and M6, more
regions of positive spanwise vorticity are present and the negative regions are less
connected, which is in agreement with figure 5.8a. Hence, M5 yields the best
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Figure 5.9: Contours of spanwise vorticity for the plane x3 = 0.75L at t=80 obtained
from LES using (a) M3, (b) M4, (c) M5 and (d) M6. Solid and dotted contours

indicate negative and positive vorticity respectively. The contour increment is 0.05.

qualitative agreement with the filtered DNS. As explained in section 5.2 detailed
agreement between LES and filtered DNS on a local instantaneous level is not
required.

5.3.6 Positive spanwise vorticity

The occurrence of positive spanwise vorticity in the mixing layer is related to
the transition to turbulence. Due to the mean profile, the spanwise vorticity
is initially negative in the whole domain. In the two-dimensional case such an
initial condition implies that the (spanwise) vorticity remains negative throughout
the simulation. Apart from compressibility effects, only the ’vortex-stretching’
term in the vorticity equation can increase the global maximum of a vorticity
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Figure 5.10: Comparison of the spatial maximum of positive spanwise vorticity as
a function of time obtained from the filtered DNS (marker o) and from LES using
MO-6 (see table 1 for labels).

component. Vortex-stretching is essential in the generation of turbulence. From
examining the evolution of the maxima (or minima) of vorticity components it
can be inferred whether this mechanism is present in the flow.

In figure 5.10 the evolution of the maximum of the spanwise vorticity is shown
for the various simulations considered. The filtering strongly reduces the DNS-
values for this quantity, as is observed from a comparison of figures 5.1¢ and 5.8a,
but figure 5.10 shows that the sudden increase of positive spanwise vorticity is also
present in the filtered DNS. The models M0, M2 and M3 over-predict this quan-
tity, since in these simulations there are too many small-scale contributions. On
the other hand, in the simulation with M1 no positive spanwise vorticity is gen-
erated for a long time, corresponding to the absence of strong vortex-stretching.
This result again illustrates that the Smagorinsky model hinders the transition
to turbulence. The dynamic models M4 and M5 both give predictions which
are relatively close to the filtered DNS-results, whereas the increase of positive
spanwise vorticity starts too early for M6.

5.3.7 Momentum thickness

From figures 5.8-9 we have already observed that the thickness of the mixing layer
depends on the subgrid-model. This dependence is further clarified in figure 5.11,
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Figure 5.11: Comparison of the momentum thickness obtained from the filtered
DNS (marker o) and from LES using M0-6 (see table 1 for labels).

in which the evolution of the momentum thickness, based on filtered variables,

L2 . .
5 1/ <ﬁ>(1_<pu1>(<pu1>

1)dzs, 5.7
1) <> <ﬁ>+)$2 (5.7)

is shown. The operator < . > represents an averaging over the homogeneous
directions x1 and x3. Since the definition of the momentum thickness employs the
mean velocity profile, tests for the momentum thickness quantify the spreading of
the mean velocity profile. Figure 5.11 displays a short period of laminar growth
(until ¢t = 20), followed by a period in which the mixing layer grows considerably
faster, visualising the increased mixing caused by turbulence.

The models M1 and M3 lead to worse predictions for the momentum thickness
than MO, indicating that with respect to this quantity LES without a subgrid-
model is preferred over adopting M1 or M3. The slow growth of the momentum
thickness for M1 further establishes the observation that this model hinders the
transition to turbulence. The results for M4 are quite similar to M0, whereas the
models M2, M5 and M6 clearly yield improvement over MO and are relatively
close to the filtered DNS-result. It is remarkable that the evolution of the mo-
mentum thickness is almost identical for M2 and M5. This indicates that for the
momentum thickness the improvement over MO is mainly due to the similarity
model, since the eddy-viscosity part of M5 does not seem to affect this quantity.
Other evidence for the small effect of the dynamic eddy-viscosity on the momen-
tum thickness is that the curves for MO and M4 almost coincide. However, the
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Figure 5.12: Comparison of the profiles of the turbulent intensities < ﬁv? >1/2 for

i =1,2,3 (a,b,c) and the Reynolds stress — < pvjve > (d) at ¢t = 70 obtained from
the filtered DNS (marker o) and from LES using M0-6 (see table 1 for labels).

similarity model already plays a role in the early stages of transition. The time
at which the increased mixing starts is relatively early compared to MO. This
behaviour is confirmed by the finding that growth rates of linear instability waves
are increased by the similarity model and are also closer to the correct values.

5.3.8 Profiles of averaged statistics

Finally, we will compare xs-profiles of various statistics averaged in the ho-
mogeneous directions. These profiles will be calculated at ¢ = 70, which is
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figure | M1 | M2 | M3 | M4 | M5 | M6
total kinetic energy 5.3 — + - 0 |++] +
subgrid dissipation 5.4a — + - | ++ | + +
molecular dissipation 5.4b — + | + + + +
backscatter 5.5 — 0 — — 0 0
energy spectrum A(k) | 5.6 — — — + | ++| O
component A(10) 57a | — | — | — | + + | +
component A(1) 5.7 | — | — | + | + + 0
vorticity in a plane 5.89 | — — — + | ++ | +
maximum vorticity 5.10 — — — + + 0
momentum thickness 5.11 - + - + | ++
< vyvy >1/? 502a | — | + | — | + | + | ++
< wguy >1/2 512b | — | + | + | + | + | +
< v3vz >1/2 512 | — | + | 0 | + | + | +
—< vivg > 5.12d — — — 0 ++ | +

Table 5.2: Summary of the results for M1-6. The symbols —,0 and + refer to
bad, reasonable and good results, respectively. Furthermore, ++ is better than
+.

well beyond the starting point of the mixing transition process, but just be-
fore the final pairing has been accomplished. In the definition of these profiles,
v; = U;— < pt; > / < p > denotes a fluctuating velocity field. In figure 5.12a-c
the turbulent intensities < ﬁvf >1/2 are shown for i = 1,2,3. The filtered DNS-
results demonstrate that the streamwise intensity is somewhat larger than the
normal and spanwise intensities. The turbulent intensities are too large for MO,
while they are under-predicted by M1. The model M3 gives reasonable predic-
tions for ¢ = 2, but the peak for ¢ = 1 is much too high, whereas the spreading
for i = 3 is too low. The remaining three models (M2, M4-6) are equally ac-
curate; the global discrepancies with the filtered DNS-results are approximately
the same, although for ¢ = 1 M6 is slightly better than the other models. With
respect to the Reynolds stress profile -< pvjvs >, shown in figure 5.12d, the dy-
namic mixed model M5 has to be preferred, since it provides the most accurate
approximation of the filtered DNS-profile.

5.3.9 Summary

Table 5.2 summarises the results for the subgrid-models M1-6. The discrepancy
with the filtered DNS determines the quality of the result. In general, a result
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Figure 5.13: Evolution of the momentum thickness §(¢) obtained from using M1
(solid), M4 (dashed), M5 (dotted) and M6 (dashed-dotted).

for a given subgrid-model is considered to be bad if its discrepancy with the
filtered DNS is larger than the discrepancy between the filtered DNS and MO. If
within a group of models that provide good results denoted by '+’, one model
performs even better than the other models, this model is labelled with 4+ .
Simulations with M2 and M4-6 do give considerable improvements over MO0; the
incorporation of these models is useful in LES of the mixing layer. Within the
group of these four models, the dynamic mixed model provides the most accurate
results, compared to the filtered DNS results. Table 5.2 further shows that with
respect to overall accuracy M6 is next to M5, then M4 and then M2.

The resolution of 32 grid-points in the normal direction on a uniform grid
might seem too coarse for the representation of the mean profile. However, it
has to be noticed that according to the definition of the initial conditions in
LES, filtered mean profiles are used, which are smoother than the original mean
profiles. The instability resulting from this profile is essentially the same as in the
filtered DNS, since for all models considered (except for M1) LES was observed
to reproduce the four-roller structure that results from the primary instability.
Furthermore, the flow structure in the turbulent regime (e.g. figures 5.1c, 5.8-
9) suggests the choice of equal grid-sizes in all three directions. The results in
this chapter show that LES on the 323-grid is in satisfactory agreement with the
filtered DNS, provided an appropriate subgrid-model is used.
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Figure 5.14: The dynamic model coefficient Cy at 22 = 0 in LES with M4 (dashed),
M5 (dotted) and M6 (dashed-dotted), and the value of CZ in M1 (solid).

5.4 LES at high Reynolds number

In this section we perform LES of the temporal mixing layer at high Reynolds
number using the subgrid-models M0-6 and investigate whether the flow becomes
self-similar. Although the simulation described in section 5.1 contained a transi-
tion to small scales, the size of the domain allowed two successive pairings only
and the Reynolds number was relatively low (50) in order to enable DNS. Com-
pared to DNS, LES should be able to simulate flows in a larger domain and at
higher Reynolds number at the same computational cost.
The temporal mixing layer in this section is simulated at M = 0.2 and
Re = 500, based on the reference values defined in section 1.2. The calcula-
tion is performed on a grid with 1203 cells and the computational domain is
large, L1 = Lo = L3 = 120. This size is equal to eight times the wave length of
the fundamental linear instability. Hence, the flow allows three successive pair-
ings before it saturates. Uniform noise is used to perturb the initial mean flow
(amplitude 0.05 and multiplied with e=2/4), in contrast to section 5.1 where an
eigenfunction perturbation was used. The Large-Eddy Simulations employ the
top-hat filter with the basic filter width equal to twice the grid-spacing.

At this Reynolds number there are no DNS-results to compare with, but we
can verify whether the flow is self-similar. A temporal mixing layer is self-similar
if the development of the shear layer thickness is linear in time and profiles
of normalised statistical quantities at different times coincide (Rogers & Moser
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Figure 5.15: Evolution of the turbulent energy 1R, at 25 = 0 (a) and dissipation
[ < €> dzy (b) obtained from LES with M1 (solid), M4 (dashed), M5 (dotted) and
M6 (dashed-dotted).

1994). The common opinion is that mixing layers should display self-similar
behaviour, provided the Reynolds number is high, the computational domain is
large and the simulation is performed sufficiently far in time.

The evolution of the momentum thickness is shown in figure 5.13 for the
subgrid-models M1 and M4-M6. None of the simulations is fully self-similar,
since in each case the momentum thickness curve is not perfectly straight in the
turbulent regime. The most self-similar case is obtained with the dynamic eddy-
viscosity model M4, where §(t) is approximately linear between ¢ = 100 and 250.
The other two dynamic models, M5 and M6 lead to a faster growth than M4
between t = 40 and 130, but to a lower growth afterwards.

The results for M1 in the previous section were obtained using a Smagorinsky
constant of 0.17 (Lilly 1967, Schumann 1991). Since the model was observed to
be too dissipative and to hinder the transition to turbulence, the M1-simulation
in this section uses a lower coefficient, C's = 0.10. This value was proposed by
Deardorff (1970) in LES of turbulent channel flow, whereas Moin & Kim (1982)
used an even lower value. Compared to the dynamic models, M1 with Csg = 0.10
is still too dissipative in the first part of the simulation. The shear layer displays
a strong growth in the laminar regime, indicating that C's = 0.10 is too large
in the laminar regime. Although the model does not prevent the transition to
turbulent flow, the transition is delayed and the sudden growth of the momentum
thickness starts relatively late (at ¢ = 100). After transition has occurred, the
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Figure 5.16: Profiles of the streamwise r.m.s. velocity fluctuation versus y = x2/0(t)
at t = 120 (solid), t = 160 (dashed) and ¢ = 200 (dotted).

shear layer growth is too strong compared to the dynamic models, indicating
that the value C' = 0.10 in the turbulent regime is too small. Furthermore, the
momentum thickness predicted by M1 does not increase linearly in the turbulent
regime, showing that the mixing layer is not self-similar.

Results for M0, M2 and M3 are not shown, because the simulations with these
models become unstable before t = 100 and, therefore, cannot be completed. The
reason is the insufficient dissipation from resolved to subgrid scales. We have
noticed too much energy in the small scales in the simulations at lower Reynolds
number (section 5.3.4) and this leads to unstable simulations at high Reynolds
number.

The evolution of the dynamic model coefficients at 29 = 0 is shown in figure
5.14 together with the value of C’?g in M1. Indeed, Cs = 0.1 is initially too high,
but too low in the turbulent regime. The Smagorinsky coefficient corresponding
to the average value of the dynamic coefficient of M4 in the turbulent regime
would be Cg = 0.13. The eddy-viscosities in M5-6 model a part of the turbulent
stress tensor only and therefore the dynamic coefficients in M5-6 are lower than
in M4. However, in this case the differences between the model coefficients of
M4-6 are smaller than at low Reynolds number (Vreman et al. 1994b), which
implies that incorporation of a similarity or gradient part is less useful in the
prediction of the subgrid dissipation if the Reynolds number is high.

Statistical quantities are self-similar if profiles at different times coincide after
the appropriate normalisation. In the following we consider the Reynolds stress
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Figure 5.17: Positive (dotted) and negative (solid) contours of spanwise vorticity in
the plane x3 = 90 at t = 160 (a) and ¢t = 240 (b). The contour increment equals
0.05.

profiles, R;; =< pv;v; >, with v; defined as in subsection 5.3.8, and the dissipation
profile < € >=< eggst+e€, >, with esgs and ¢, defined as in subsection 5.3.2. These
profiles are functions of time and the normal direction x9, which scales with ().
The Reynolds stress tensor and the dissipation can be scaled by p;(AU)? and
p1(AU)?/5(t) respectively, where p; is the upper free stream and AU is the
velocity difference between the free streams.

The turbulent kinetic energy %qu at xo = 0 and the integrated dissipation
[ < €> dzy are shown in figure 5.15. In self-similar flow these quantities should
not depend on time. From these figures it appears that an approximate self-
similar state is best reached by M4. Due to the finite size of the computational
domain the statistics are expected to decay after some time, but compared to
M4 the decay starts relatively early for M5-6. The somewhat over-predicted
subgrid dissipation by M5-6 noticed in subsection 5.3.2 is a possible reason for
the relatively early decay. In these Large-Eddy Simulations at high Reynolds
number, the fraction of the dissipation due to molecular viscosity is low (less
than 10% in the turbulent regime).

Figure 5.16 displays the profile of the streamwise r.m.s. velocity fluctuation
(R11/ < p >)'/? obtained with M4 at three distinct times, where y = x2/d(t).
The curves approximately coincide, confirming that the simulation is reasonably
self-similar during this period of time.

Finally, the spanwise vorticity in a planar cut of the domain at two distinct
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times in the M4-simulation is shown in figure 5.17. The large-scale roller struc-
tures in this simulation starting from uniform noise appear to be less prominent
than in the simulations starting from an eigenfunction perturbation.

5.5 Conclusions

In this chapter we have presented a posteriori tests of Large-Eddy Simulations of
the temporal mixing layer using six subgrid-models: Smagorinsky (M1), similarity
(M2), gradient (M3), dynamic eddy-viscosity (M4), dynamic mixed (M5) and
dynamic Clark (M6). The first three subgrid-models form the basis for the latter
three dynamic models. Two sets of simulations have been performed, at low and
high Reynolds number respectively. The Large-Eddy Simulations in the first set
have been compared with DNS-data, whereas in the analysis of the second set of
simulations we focussed on other aspects, such as self-similarity. The conclusions
drawn from the first set of simulations are presented first.

In the first set of simulations the quality of a model is determined by the
discrepancy of its results with the filtered DNS-results. Furthermore, in order to
determine whether the inclusion of the subgrid-model is useful, comparisons with
a coarse grid simulation without any subgrid-model (M0) have been performed. A
summary of the results is found in table 5.2. When the models are arranged with
respect to the overall accuracy of their results, the following sequence appears:
M5, M6, M4, M2, M3, M1. The results of the latter two models are in general
worse than the MO-results; incorporation of these subgrid-models in LES of the
mixing layer is not useful. The other models in general give better results than
MO. The overall results indicate that the dynamic mixed model displayed the
best performance in these a posteriori tests. The dynamic mixed model was also
observed to yield the most accurate results in comparitive tests of subgrid-models
in LES of a driven cavity (Zang et al. 1993) and a rotating boundary layer (Wu
& Squires 1995).

The Smagorinsky model was found to be excessively dissipative in the transi-
tional regime. Comparison with the filtered DNS demonstrated that M1 strongly
influences the linear evolution of disturbances, since the four-roller structure is
not reproduced. Furthermore, M1 hindered the transition to turbulence. No
positive spanwise vorticity was generated, the sudden growth of the momentum
thickness did not occur and turbulent intensities and Reynolds stress profiles were
under-predicted.

Although from the a priori point of view M2 and M3 are very similar and
both provide highly accurate representations of the turbulent stress tensor (Vre-
man et al. 1995a) they behave very differently in actual simulations: M2 yields
reasonable results, whereas M3 leads to instabilities if no limiter is used (see also
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chapter 3). However, even with the incorporation of a limiter, M3 produces too
many small scales and leads to inaccurate results for integral quantities and e.g.
the streamwise turbulent intensity. In order to stabilise the gradient model, the
inclusion of a dynamic eddy-viscosity as in M6 is preferred over a limiter (M3),
since the first case leads to more accurate results.

Examination of the energy spectra demonstrates that only the models which
contain a dynamic eddy-viscosity (M4-6), provide the correct amount of small
scales. Due to insufficient dissipation of small scales by the subgrid-model, the
flow simulated with MO, M2 and M3 contains too many small structures. This
gives rise to a higher molecular dissipation, which supplements the insufficient
small-scale dissipation of the model. Although the dissipation for small scales
is insufficient, the total energy dissipation provided by M2 was observed to be
reasonable, since too much energy was subtracted from the large scales. The
models M2 and M5-6 have mechanisms to mimic the backscatter of energy from
subgrid scales to resolved scales, but do not accurately predict it. However, actual
LES of the mixing layer seems to require only a small amount of backscatter.
The same is observed from the filtered DNS-results, in which the backscatter is
about 10 percent of the subgrid dissipation. Hence, a poor representation of the
backscatter by the subgrid-models is not too much a problem.

The second set of Large-Eddy Simulations with M0-6 concern a mixing layer
at a much higher Reynolds number in a larger computational domain (section
5.4). No DNS-results are available to compare with, since the Reynolds number
is too high to accurately resolve all scales with the present super computers.

Since the amount of subgrid dissipation obviously depends on the value of the
Smagorinsky constant Cg, the dissipative behaviour of the Smagorinsky model
could be better using a lower value for C's. Therefore, in this case we used the
lower Cg = 0.10 in the simulation with M1. The model is still too dissipative in
the laminar regime; the transition occurs, but too late and in the turbulent regime
the model is not sufficiently dissipative. Hence, a varying model coefficient that
attains the appropriate value in transitional and turbulent regimes is required.
The dynamic models meet this requirement.

The simulations with M0, M2 and M3 become unstable in the turbulent
regime. MO has no subgrid dissipation and the dissipation of M2 and M3 is
insufficient to prevent an excessive amount of small scales.

The three dynamic models M4-6 adequately suppress the generation of small
scales, but there are differences between the results of the three simulations.
Within this group of models the dynamic eddy-viscosity model yields the most
self-similar turbulent statistics. Self-similarity is presumably sensitive to the pre-
cise amount of subgrid dissipation in the turbulent regime, which is best predicted
by this model (section 5.3.2).
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The results in this chapter apply to the mixing layer at low Mach number.
Details of the comparison may be valid only for this case, but the global features
are expected to be more generally applicable. Examples of such global features
are: the excessive dissipation of the Smagorinsky model, the insufficient dissipa-
tion of small scales by the similarity and gradient model and the relatively ade-
quate small-scale predictions by the dynamic models. At higher Mach numbers,
subgrid-modelling of the energy equation has to be taken into account (chapter
7) and, possibly, the subgrid-model has to model the interaction of turbulence
with shocks.
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Chapter 6

Comparison of numerical
schemes in LES at low Mach
number

The discrepancies between the results of LES and corresponding DNS or experi-
ments have two sources: short-comings of the model (modelling errors) and inac-
curacies resulting from the numerical approximation of derivatives on a relatively
coarse grid (discretization errors). For LES not only a variety of subgrid-models
is available, but also various numerical methods can be adopted. In the previous
chapter we presented a posteriori tests of LES using different subgrid-models. In
this chapter! we consider such tests using different numerical schemes in order to
appreciate the role of discretization errors in LES.

The discretization error does not only depend on the numerical method, but
also on the ratio between filter width (A) and grid-spacing (h). This ratio rep-
resents the number of grid points available for the smallest relevant scale in LES
(A). If the ratio A/h is small, rapidly fluctuating fields have to be represented on
a few grid points only. Consequently, the discretization error will be large and the
results will be sensitive to the specific numerical method. At larger A/h ratios
the discretization errors will be smaller. However, these cases either require more
computational effort due to finer grids (fixed A) or imply larger modelling errors
due to larger subgrid-scale contributions (fixed h). The best choice is the A/h
ratio that minimises the total simulation error (arising from the modelling and
the discretization) in simulations with comparable computational costs.

In practice LES is usually performed with A = h (e.g. Deardorff 1971 and
Normand & Lesieur 1992) or A = 2h (e.g. Zang et al. 1992). In most current
research the former option is selected, although Kwak et al. (1975) and Love

!This chapter is based on the paper Vreman et al. 1995d.
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(1980) found that the total simulation error was minimal for A = 2h. The
work by Kwak et al. and Love is only applicable to schemes that are second
order accurate in space. In this chapter we revisit this issue and establish the
appropriateness of A = 2h for fourth-order and spectral schemes as well.

In a prior: tests the modelling and discretization error can be separately cal-
culated (Vreman et al. 1994c, 1995a). However, to distinguish between these
errors in a posteriori tests is difficult (Meneveau 1994). Modelling and discretiza-
tion errors act simultaneously in actual LES and the discrepancy with the filtered
DNS gives information about the total error only. In this chapter we propose a
procedure to separate the effects effects of modelling and discretization error in
a posteriori tests. This procedure incorporates Large-Eddy Simulations with the
same filter width at a higher resolution.

We conduct the a posteriori tests for the temporal mixing layer using the
DNS described in chapter 5. The description of the Large-Eddy Simulations for
five numerical schemes and two A/h ratios is found in section 6.1. Results are
compared with filtered DNS-results in section 6.2 and the effects of modelling
and discretization errors are separated in section 6.3.

6.1 Description of the Large-Eddy Simulations

The Large-Eddy Simulations use the dynamic mixed subgrid-model in combina-
tion with several numerical methods. Compared to the other subgrid-models the
dynamic mixed model was found to give the most accurate results in the a poste-
riort tests in the previous chapter. The five numerical methods are the weighted
(A) and standard (A’) second-order central difference scheme, the weighted (B)
and standard (B’) fourth-order central difference scheme and the spectral scheme
C. These methods have been defined in chapter 2.

The Large-Eddy Simulations are performed at the same Mach and Reynolds
number, in the same cubic domain with length L and with the same boundary
conditions as in the previous chapter. The uniform grid contains 323 cells with
grid-spacing h. Since the numerical errors depend on the A/h ratio, we use two
filter widths: A = L/16 and A = L/32. Thus we perform the simulations for
A = 2h and A = h respectively. We employ the top-hat filter and the initial
conditions are obtained by filtering the initial conditions of the DNS using the
appropriate filter width.

The discrepancy between the LES and filtered DNS-results determines the
quality of the LES. As in the previous chapter we include coarse-grid simulations
without subgrid-model (LES with the zero model) as a further point of reference.
These simulations are performed with scheme B for both A = 2h and A = h.

The simulations with schemes A, B and C appear to be stable, but the stan-
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dard central differencing methods A’ and B’ give rise to instabilities. The latter
methods lead to an excessive small-scale generation ('m-waves’), which is not suf-
ficiently suppressed by the molecular and subgrid dissipation. The transverse
weighting introduced in schemes A and B is able to prevent the excessive genera-
tion of m-waves. Hence, LES-calculations on coarse grids using central differences
can only be performed if the weighting procedure is incorporated. Hence, the
results in the next sections only concern the simulations using A, B or C.

6.2 Comparison of results

Various quantities obtained from LES with schemes A, B and C are shown and
compared with filtered DNS-data. We distinguish between the cases A = 2h and
A = h. In each case we consider the time evolution of the total kinetic energy
E and momentum thickness § defined in equation (5.1) and (5.7) respectively.
In addition to these two global quantities we compare profiles of the turbulent
kinetic energy calculated at ¢ = 70 (compare section 5.3.8),

- < pu; >
- )(Ui I ——
<p> <p>

k(xzo) = 5 < p(t; ) >, (6.1)

where < . > represents averaging over the homogeneous directions x; and z3.

Figure 6.1 shows the results for the A = 2h case obtained with A, B and
C, together with the results of the filtered DNS and the coarse grid simulation
without subgrid-model. For the latter simulation scheme B has been used; scheme
A gives comparable results, while the spectral scheme C results in an unstable
coarse-grid simulation. Figure 6.1 shows that for all three methods the results
of the dynamic mixed model are better than those corresponding to the coarse-
grid simulation without subgrid-model. The differences caused by changing the
numerical method are considerable, although smaller than the effect caused by
the subgrid-model, which is represented by the difference between LES with the
dynamic mixed model and the coarse-grid simulation without subgrid-model.

If we compare the results with the filtered DNS, B gives the best predictions
for E, then C and finally A. For the evolution of the momentum thickness, C
clearly gives the best results, then B and then A. With respect to the k-profile
the three methods provide comparable accuracy. We conclude that for the A = 2h
case, LES with a second-order method (A) gives worse results than LES with a
higher order method (B or C). For the evolution of the momentum thickness,
method C is better than B, but the reverse is true for the total kinetic energy.

Furthermore, with respect to computational effort, method C is about five
times as expensive as method B and seven times as expensive as method A. One
of the reasons that method C is more expensive is that for numerical stabil-
ity method C requires a convective time step limit which is about three times

82



10

[}

9.5

©
N @

momentum thickness
[5)

total kinetic energy
o
o

©

7.5) 1]

60 40
time time

0.25

0.2

x0.15

0.05

Figure 6.1: Comparison of numerical methods for the A = 2h case: the evolution of
the total kinetic energy (a), the evolution of the momentum thickness (b) and the
profile of the turbulent kinetic energy at ¢ = 70 (c). Filtered DNS (marker o), LES
with the zero model (solid), LES with the dynamic mixed model using the numerical
methods A (dashed), B (dotted) and C (dashed-dotted).

smaller than required with method A. Therefore, if we take both accuracy and
computational cost into account, scheme B is recommended.

So far we have presented results for the A = 2h case. Next, we alter the A/h
ratio, keeping the grid-size h and thus the number of grid points constant, in
order to compare results which are obtained with a comparable amount of work.
As explained above, for smaller A with h kept constant, the discretization error
becomes larger and the modelling error becomes smaller. We investigate how the
sum of these two errors, the total error, behaves if the A/h ratio is altered.

The results for the A = h case are presented in figure 6.2, using the same
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Figure 6.2: Comparison of numerical methods for the A = h case: the evolution
of the total kinetic energy (a), the evolution of the momentum thickness (b) and
the profile of the turbulent kinetic energy at ¢ = 70 (c). Filtered DNS (marker o),
LES with the zero model (solid) and LES with the dynamic mixed model using the
numerical methods A (dashed), B (dotted) and C (dashed-dotted).

323-grid. The differences caused by changing the numerical method are quite
large, and in several instances the discrepancy with the filtered DNS is larger
than the difference between the coarse-grid simulation without subgrid-model
and the filtered DNS. Comparing the differences with the filtered DNS, scheme
A gives the best predictions for the evolution of E, then scheme C and finally
scheme B. As far as the momentum thickness d and the k-profile are concerned,
C gives the most acceptable results, then A and then B. Hence, for the A = h
case the best results are obtained with (the most expensive) method C. If we
have to choose between the cheaper methods A and B, the lowest order method

84



A is recommended. This example illustrates that in the A = h case, a second-
order method can be preferred over a higher-order method in the class of finite
difference methods.

Comparing the A = h (figure 6.2) to the A = 2h case (figure 6.1), we observe
that for each numerical method, the curves in figure 6.2 are further from the
filtered DNS than in figure 6.1. Hence, the A = 2h case is to be preferred over
the A = h case, since it predicts the filtered DNS-results more accurately.

6.3 Separation between modelling and discretization
errors

In the previous section we considered differences between LES and the filtered
DNS. These differences we refer to as total errors. They are the sum of two effects:
the effect of the modelling error, caused by short-comings in the subgrid-model,
and the effect of the discretization error, caused by inaccuracies of the numerical
method. In the following we approximately separate these effects.

The discretization error in a LES will become smaller if the resolution is
increased (h is decreased), while the filter width A is kept constant. The dis-
cretization error in such a ’fine-grid LES’ will be considerably smaller than in
the original LES. The aim of performing such a fine-grid LES is to obtain a LES
in which the discretization error effects are small compared to the discretization
error effects in the original LES. The difference between those two Large-Eddy
Simulations gives an indication of the effect of the discretization error. For the
total kinetic energy E, we denote the discretization error effect as:

€i(E) = ELES — Efine-grid LES: (6.2)

We stress that the only difference between the fine-grid LES and the original LES
is a different grid-spacing h; the filter width A is the same. Furthermore, since
discretization error effects in the fine-grid LES are small, the difference between
the fine-grid LES and the filtered DNS measures the effect of the modelling error:

em(E) = Eﬁne—grid LES ~ Efiltered DNS- (6.3)
The total error is the sum of these two contributions:
€ (E) = ea(E) + em(E) = ELES — Bfiltered DNS- (6.4)

Using equations (6.2) to (6.4) allows for an approximate separation of the dif-
ferent sources of error, provided the discretization error in the fine-grid LES is
considerably smaller than the discretization error in the original LES and the
modelling error in the fine-grid LES is about the same as in in the original LES.
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Note that e4(F) and €,,(F) are not identical to the discretization error and the
modelling error; they only represent the effect of the discretization or modelling
error in . A small effect of an error in E for example, does not necessarily im-
ply that the error itself, as it appears on the tensor or vector level in the filtered
Navier-Stokes equations, is small.

We have calculated these errors for the original LES on the 323-grid with
A =2h = L/16. The corresponding fine-grid LES has been performed on a grid
with 643 using method B. The ratio between A and the grid-spacing in the fine-
grid LES hence equals 4. This ratio is quite large, which implies that the fields
are quite smooth on the grid-scale. Thus the discretization error in such a LES
will be considerably smaller than in the original LES.

Figure 6.3 shows ¢4 and ¢, for the three quantities F, § and k. With respect
to the evolution of E (figure 6.3a), the discretization error effects are smaller than
the modelling error. The second-order scheme A is observed to give the smallest
discretization error effect. For scheme B and C the discretization error and mod-
elling error effect have opposite signs, which implies that the discretization error
assists the subgrid-model in the representation of this quantity: the total error is
smaller than the modelling error.

For the momentum thickness (figure 6.3b), the discretization error effects of
the methods A, B and C and the modelling error effect are of the same order of
magnitude. The reason for the good results produced by the spectral scheme is
that the discretization error effect is opposite to the modelling error effect during
the whole simulation and, consequently, the total error is considerably lower than
the modelling error. Schemes A and B assist the subgrid-model only until ¢t = 50.
After t = 50 both schemes increase the total error, but scheme A yields a larger
error than the higher-order scheme B. These observations suggest that for the
spectral scheme, improvement of the subgrid-model (decrease of the modelling
error) is expected to give worse results, since the total error will increase, while
for schemes A and B, improvement of the model will provide better results after
t = 50.

With respect to the k-profile (figure 6.3c) the discretization error for scheme C
gives rise to smaller differences than for scheme A and B. Thus we have observed
that the effects of the discretization error are often comparable to the effects of
the modelling error. In some instances the discretization error partially cancels
the modelling error, which implies that grid-refinement will not necessarily give
rise to smaller total errors.

In this section we have presented results for the A = 2h case. A similar sep-
aration of error-effects for the A = h case, showed that the discretization error
effects were larger than in the A = 2h case, while the modelling error effects
were smaller. This behaviour was to be expected, since a decrease of A, with h
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A = 2h. Errors in the evolution of the total kinetic energy (a), the evolution of the
momentum thickness (b) and the profile of the turbulent kinetic energy at t = 70

().

kept constant, gives a more rapidly fluctuating field leading to less accurate ap-
proximations of derivatives, whereas on the other hand the subgrid contributions
become smaller, leading to a smaller modelling error. In fact discretization errors
were observed to dominate over the modelling errors in the A = h case and,
consequently, further effort to improve the subgrid-model does not necessarily
lead to improved predictions. A priori tests have predicted a similar behaviour
(Vreman et al. 1994c, 1995a).
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6.4 Conclusions

In this chapter we have presented a posteriori tests of Large-Eddy Simulations of
the temporal mixing layer using the dynamic mixed subgrid-model in combination
with several numerical methods. The numerical methods used were second-order
central differences (A weighted and A’ standard), fourth-order central differences
(B weighted and B’ standard) and a spectral method (C). Simulations with A’
and B’ turned out to be unstable due to excessive small-scale generation. The
weighting in A and B thus proved to be essential in order to obtain stable calcu-
lations.

Employing methods A, B and C, we have compared the cases A = 2h and
A = h respectively. In the A = 2h case the use of a high-order finite difference
or a spectral scheme is suggested, while in the A = h case a lower-order finite
difference or spectral scheme has to be preferred. In both cases the spectral
scheme gives somewhat better results than the finite difference schemes, but it
is also considerably more expensive with respect to computational effort. Taking
this into account, scheme B is most efficient. From the comparison of the A = 2h
and A = h cases with respect to total errors (differences with the filtered DNS),
we conclude that the former case has to be preferred. It should be noticed that
A = 2h does not imply an increased computational cost compared to A = h,
because only A is varied, while h is the same in both cases. Hence, the resolved
variables in the A = 2h case are more accurate, but those in the A = h case
contain more small-scale information, since A and thus the amount of energy in
the subgrid scales is smaller.

Finally we have proposed a procedure to separate the effects of discretiza-
tion and modelling error in the Large-Eddy Simulations. For the A = 2h case
discretization error effects are smaller than or comparable to the modelling er-
ror. Furthermore, the discretization error does not always decrease the accuracy;
sometimes it assists the subgrid-model and thus reduces the total error.
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Chapter 7

Subgrid-modelling in the
energy equation

The filtered equations for compressible flow have subgrid-terms in the momentum
and energy equations. In the previous chapters we focussed on the modelling
of the dominant subgrid-term in the momentum equation, the turbulent stress
tensor. The subgrid-terms in the energy equation (energy subgrid-terms) are the
subject of this chapter.!

Compared to incompressible LES, much less research has been conducted on
compressible LES. The first compressible subgrid-model has been formulated by
Yoshizawa (1986), who generalised the Smagorinsky formulation by incorporat-
ing a model for the isotropic part of the turbulent stress tensor. Erlebacher et
al. (1992) have extended the standard mixed model to compressible isotropic
turbulence. Moin et al. (1991) formulated the dynamic model for compressible
LES, with the dynamic eddy-viscosity model in the momentum equation and a
dynamic eddy-diffusivity model in the energy equation. This model has been ap-
plied to compressible isotropic turbulence (Moin et al. 1991) and to high-speed
transitional boundary layers (El-Hady et al. 1993).

The filtered energy equation contains six subgrid-terms «; to ag (equations
(2.24) to (2.29). In this thesis we use the evolution equation for the total energy,
whereas Erlebacher et al. and Moin et al. employ the internal energy equation.
As indicated in chapter 2 the differences between the two formulations are not
large. The filtered internal energy equation contains the subgrid-terms as, as,
a4 and ag. It does not contain aq, whereas a5 has a different form.

The question arises whether all energy subgrid-terms are equally important.
Erlebacher et al. and Moin et al. use a model for as only, but they do not give
satisfactory arguments why the other subgrid-terms can be neglected. For this

!This chapter is partially based on the papers Vreman et al. 1994d and 1995be.
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subgrid-term | M =02 | M =0.6 | M =1.2
o1 7.8 5.2 4.2

o9 3.3 2.9 3.0

Qs 3.6 2.2 1.7

Y 2.4 1.8 0.76

as 0.012 0.071 0.10

g 0.0074 0.044 0.082

Table 7.1: La-norms (-10) of the energy subgrid-terms at three different Mach
numbers: M = 0.2 (t =70), M = 0.6 (¢t =90) and M = 1.2 (¢t = 200).

reason we calculate the magnitude of all energy subgrid-terms using DNS-data of
the mixing layer at M = 0.2, 0.6 and 1.2 (section 7.1). These a priori estimates
provide a first indication for each subgrid-term whether it can be neglected or has
to be modelled. In section 7.2 we present new dynamic models for the relevant
energy subgrid-terms. Actual Large Eddy Simulations with these models are
performed in section 7.3.

7.1 A priori estimates of the energy subgrid-terms

The energy subgrid-terms are calculated from the DNS-data at three different
Mach numbers: M = 0.2, 0.6 and 1.2. The set-up of the DNS at M = 0.6 is
very similar to the M = 0.2 case, described in section 5.1. The stream- and
spanwise sizes of the computational box at M = 0.6 equal Ly = L3 = 68, which
corresponds to four times the wavelength of the most unstable linear mode. The
other parameters are chosen equal to the values at M = 0.2. Visualization of
the vorticity shows the formation of four two-dimensional rollers, which undergo
subsequent pairings. However, the two-dimensional rollers cannot be discerned
as clearly as in the M = 0.2 case and the pairing processes are somewhat slower
in dimensionless time units. These observations are in agreement with linear
stability theory, which predicts that two-dimensional waves become relatively
less important than three-dimensional waves if the Mach number is increased.
The DNS at M = 1.2 is described in detail in chapter 8.

The energy subgrid-terms are calculated according to their definitions where
the derivatives and filtering integrations are taken on the fine grid. The values
of the filter width are about the same in each case: Ay = Ay = A3 = 3.7 at
M = 02, Al = Ag = 42, AQ = 3.7 at M = 0.6 and Al = 40, AQ = Ag = 3.7
at M = 1.2. The energy subgrid-terms are evaluated at representative times in
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Figure 7.1: Lo-norms in x1-x3 planes for the energy subgrid-terms at M = 0.2 at
t = 80: a; (solid), ay (dashed), a3 (dotted) and oy (dashed-dotted).

the turbulent regimes of the simulations. These times are ¢ = 70, 90 and 200
for M = 0.2, 0.6 and 1.2 respectively and correspond to the same value of the
momentum thickness. Table 7.1 shows the Ls-norms of the energy subgrid-terms
at these three times.

The table shows that the subgrid-terms «; to a4 have the same order of
magnitude. These terms are an order of magnitude larger than as and ag. These
observations are valid for all three Mach numbers, although the difference between
a1—4 and a5 is less pronounced if the Mach number is increased. The terms
a6 are due to the nonlinearities in the viscous stress tensor and heat flux. From
an a priori point of view these terms can be neglected compared to the other
energy subgrid-terms for a reasonably wide range of Mach numbers. Furthermore,
the difference between «; (the turbulent stress on scalar level) and as indicates
that the viscous subgrid-term in the momentum equation, 0;(d;; — &;5), can be
neglected, being much smaller than 0;(p7;;).

In order to demonstrate the spatial structure of the energy subgrid-terms
@14, we show Lo-norms at M = 0.2 in figure 7.1. The norms have been cal-
culated for each xo by integration over the homogeneous directions. The curves
for the higher Mach number cases have similar shapes and the respective levels
correspond to the global norms in table 7.1.

These a priori estimates suggest that a subgrid-model for the energy equation
should take the four subgrid-terms a;_4 into account. The compressible models
found in literature (Erlebacher et al. 1992, Moin et al. 1991) do model the
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subgrid-term ay (and implicitly o1 as well), but neglect the subgrid pressure
dilatation a3 and the subgrid turbulent dissipation rate ay. In the next section
we formulate subgrid-models for the energy equation, which also take a3 and ay
into account.

7.2 Dynamic modelling of the energy subgrid-terms

In this section we present two new dynamic subgrid-models which incorporate
the four energy subgrid-terms a;_4. The first formulation models the energy
subgrid-terms starting from the dynamic eddy-viscosity model for 7;;, whereas
the second formulation models these terms using the dynamic mixed model for
7ij. The models are called the full dynamic eddy-viscosity model (M4E1) and
the full dynamic mixed model (M5E1) respectively. The notation M4E1/M5E1
denotes that the dynamic models M4/M5 (see chapter 5) are extended to the
energy equation incorporating a;_4.

7.2.1 The full dynamic eddy-viscosity model

The turbulent stress tensor 7;; in M4E1 is modelled with the dynamic eddy-
viscosity model (M4) given in chapter 3. This expression substituted in the
definition of a1 provides the subgrid-model for ;.

Moin et al. (1991) introduced a dynamic eddy-diffusivity concept to model the
pressure velocity subgrid-term «so. The dynamic eddy-diffusivity model employed
in M4E1 is slightly different. The dynamic procedure is applied such that the
model represents the sum as 4 ag instead of ao only, in order to model the effect
of a3. Hence, the following expression is proposed for these subgrid-terms:

PCaA*5 (1) a;1), (7.1)

— 9. (e P

where the numerator in the fraction denotes the eddy-viscosity on the F-level
and Pr; is the dynamic turbulent Prandtl number. This eddy-diffusivity model
is similar to the molecular heat flux term (equation (2.8)), but the molecular vis-
cosity and Prandtl number have been replaced by the dynamic eddy-viscosity in
equation (3.22) and the turbulent Prandtl number. The non-dynamic formulation
was first introduced by Eidson (1985) in LES of the Rayleigh-Bénard problem.
Here the turbulent Prandtl number is a dynamic coefficient.

To expose the dynamic procedure for Pry, it is convenient to write the subgrid-
terms ao + ag as follows:

ay +az =15 = f(w) — f(W), (7.2)
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where 5, '
flw) = 20
v

Substitution of the eddy-diffusivity model (7.1) in the generalised Germano iden-
tity (3.16) yields:

+pdju;  with — w = (p,pu,p). (7.3)

1
—M; =1L 7.4
Pry f fo ( )

where Ly is defined by (3.17) and

p_CdAQS(ﬁ)

PCa(RB)*S(v) PCAATS ) 5 7y~
(y—1)M2 7

9;G(,p)) + (95( (7.5)

The symbol v represents the Favre-filtered velocity on the FG-level (v; = pu; /D)
and G(p,p) represents the Favre-filtered temperature on the FG-level (see defi-
nition (2.9)).

The dynamic Prandtl number Pr; in this work is assumed to be a function of
time only. Hence, it can consistently be taken out of the spatial derivatives and
filterings. The following least square approach is used to calculate Pry:

[ LyMgdx

1/Pr;y = ~——"—
/Pre fM?dx7

(7.6)

where the integrations are performed over the whole domain. The dynamic
Prandtl number is artificially set to infinity at times where the right-hand side of
(7.6) returns negative values.

In order to complete M4E1 we incorporate a model for the turbulent dissipa-
tion rate ay. It is a positive quantity, provided a positive filter is used (chapter
4). The term also occurs in the k-equation model of incompressible LES studied
by Horiuti (1985) and Ghosal et al. (1995). Following these references we model

the term by: "
k
ay = CeﬁT7 (77)

where k = %Tii is the subgrid turbulent kinetic energy and c, is a dynamic co-

efficient which is assumed to be a function of time only. Note that the filter
function has to be positive in order to guarantee the positivity of k. The model
is ill-defined if the spectral cut-off filter is used. In the following we present a
new procedure to obtain the dynamic coefficient c..

Ghosal et al. (1995) remark that for high Reynolds number flows the coef-
ficient cannot be determined using the standard dynamic procedure, since the
turbulent dissipation is essentially a small-scale phenomenon. Turbulent energy
is generated by the large scales and after it has been transferred to small scales
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it is dissipated by molecular viscosity. The magnitude of the turbulent dissipa-
tion rate is therefore set by the large scales, but the dissipation takes place at
the smallest scales. This implies that a4 will not be small in fully developed
high Reynolds number flows. It also implies that there is no dissipation left in
the resolved scales if the Reynolds number is high. Consequently, the Germano
identity for ay is zero in the limit of infinite Reynolds number and cannot be
used to determine ¢.. Therefore, Ghosal et al. (1995) do not use the Germano
identity for the turbulent dissipation rate, but determine ¢, with a complicated
procedure, using a local balance of the terms in the k-equation.
We present a much simpler procedure to determine c,, using a global balance
of the terms in the integrated k-equation. In this approach c. is necessarily a
function of time only, in contrast to the approach by Ghosal et al., where c.
depends on time and space. The k-equation in compressible flow can be written
as:
at(ﬁk:) =a1+a3 —ayg + ajRj, (78)

where the last term represents all contributions which can be written in divergence
form. Integrating this equation over the computational domain and assuming
that R is negligible at the free-slip walls gives

o [(k) = [+ a5 agix (7.9)

Substitution of the dissipation model (7.7) in this equation provides an expression
for the model coefficient:
[ (a1 + ag — 0,(pk))dx

= R AR (7.10)

The quantities oy and k can be calculated from the resolved variables and the
model for the turbulent stress tensor 7;;. The integral [ agdx is obtained by
integrating the model for oy + ag, since f aodx = 0. The model for ag + a3 in
equation (7.1) is in divergence form, hence it does not contribute to the global
integral. A priori calculations of the integrals from the DNS-data show that the
integrated «g is very small indeed. Furthermore, in the turbulent regime the
total amount of subgrid energy is approximately constant, because the energy
spectrum has filled up. In that case the integrated 0;(pk) is small, leading to a

balance between o7 and ay:
/oqu% /a4dx. (7.11)

This does not necessarily imply equal Lo-norms for o and ay in table 1, since
ay is positive everywhere, but a; can change sign.
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The left-hand side of equation (7.11) is equal to the energy transfer from
resolved to subgrid scales by the subgrid-model. This term acts as a dissipation
term in the resolved kinetic energy equation, but occurs as a production term in
the subgrid kinetic energy equation. Equation (7.11) expresses a state of global
equilibrium in fully developed turbulence at high Reynolds numbers in which
the energy transfer from resolved to subgrid scales is equal to the molecular
dissipation occurring at the smallest scales.

7.2.2 The full dynamic mixed model

Whereas M4E1 employs the dynamic eddy-viscosity model (M4), the full dynamic
mixed model M5E1 adopts the dynamic mixed model (M5) for the turbulent stress
tensor 7;;. As in the previous model, the quantities oy and k can be calculated
once 7;; is known.

Erlebacher et al. (1992) have introduced the mixed model for as, propos-
ing a linear combination of the similarity model and an eddy-diffusivity model.
We propose a dynamic version of this model. Furthermore, we incorporate the
pressure-dilatation subgrid-term «s. Hence, these two terms are modelled to-

gether as:
— — pCyA%S (1)

az +az = (W) — f(W) - 0y 9,7, (7.12)

where f and w are defined in (7.3). The expression represents the similarity
model for as + a3 supplemented with a dynamic eddy-diffusivity term. The
eddy-diffusivity is the fraction of the eddy-viscosity in the dynamic mixed model
(equation (3.26)) and the dynamic turbulent Prandtl number Pr;.

The model is substituted in the generalised Germano identity to obtain the
coefficient Pr;, which results in

1
H —Mi=1TL 7.13
F+ P M =Ly (7.13)

where Ly is defined in (3.17), My in (7.5) and

—

Hy = f(w) — f(W) — (f(W) - f(W))". (7.14)

Like in M4E1, Pr; is a function of time only and is obtained with the least square
approach

J(Ly = Hy)Mydx

S M?dx ’

1/Pr, = (7.15)

where the integrations are performed over the whole domain. A theoretical ad-
vantage of the mixed model over the eddy-diffusivity model is that it does not
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model | turbulent stress tensor 7;; | the energy subgrid-terms a4
MO 0 0

MA4EO | dynamic eddy-viscosity 0

M4E1 | dynamic eddy-viscosity see section 7.2.1

M4E2 | dynamic eddy-viscosity as in M4E1, but with a3 = a4 =0
M5EQ | dynamic mixed 0

M5E1 | dynamic mixed see section 7.2.2

Table 7.2: Subgrid-models in the momentum and energy equation.

force [ asdx to be zero, since the similarity part of the mixed model is not in
divergence form. However, this integral appears to be relatively small in a prior:
and a posteriori tests.

The expressions for the model for a4 are the same as in the previous sub-
section, but evaluated for the dynamic mixed models: equation (7.7) for ay and
(7.10) for the coefficient ¢.. To incorporate a similarity model for the dissipation
is not very useful, since such a model extracts its information from the resolved
scales. As explained in the previous subsection, the resolved scales do not con-
tribute to ay if the Reynolds number is high. Indeed, a prior: tests at M = 0.2
for the filter width given in section 7.1 show that the magnitude of the similarity
model for ay is only 12% of the actual magnitude of oy (Vreman et al. 1995b).

7.3 Results of Large-Eddy Simulations

Several calculations are performed to test the models for the energy subgrid-terms
a1 to ay for three convective Mach numbers: M = 0.2, M = 0.6 and M = 1.2.
The Large Eddy Simulations use a grid with 32 x 33 x 32 points in the M = 0.2
and 0.6 cases and 40 x 65 x 24 points in the M = 1.2 case. The basic filter is in
each case is the top-hat filter with A = 2h, the initial conditions are obtained by
filtering the corresponding initial DNS-data and the equations are numerically
solved using scheme B (chapter 2).

The purpose is to test the full dynamic eddy-viscosity model (M4E1) and
the full dynamic mixed model (M5E1) for the three convective Mach numbers.
As in the a posteriori tests presented in chapters 5 and 6, the LES-results are
compared with filtered DNS-results and the results of a coarse grid simulation
without a subgrid-model (MO). In order to measure the effect of modelling the
energy subgrid-terms, additional simulations are performed which only omit the
energy subgrid-terms. These simulations are labelled M4EOQ and M5EQO and are
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Figure 7.2: Total kinetic energy E for M = 0.2 (a), M = 0.6 (b) and M = 1.2 (c)
obtained from the filtered DNS (marker o) and from LES using MO (solid), M4EQ
(dashed), M4E1 (also the dashed line), M5EQ (dotted), M5E1 (dotted in (a,b) and
dashed-dotted in (c)).

compared with M4E1 and M5E1, respectively. As noticed before, the subgrid-
terms ag and a4 have been neglected in other work on LES incorporating the
energy equation (Erlebacher et al. 1992; Moin et al. 1991). For this reason we
also consider simulation M4E2, in which a; and as are modelled, but a3 and ay
are neglected. These terms are neglected when the pressure-dilatation part in
equation (7.3) is omitted and c, is put to zero. Table 7.2 contains a list of the
models used in this section.

The evolution of the total kinetic energy E defined in (5.1) is shown in figure
7.2 for the three Mach numbers. With respect to the models in the energy
equation, we observe no difference between M4EQ and M4E1 for all Mach numbers

97



1.005 1.05

o
1.0045 ° 1.045

1.004

=3
=
o
\
1
i
\

1.0035

=3
@
@

1.003

1.0025

mean temperature

o
S
()

1.025

mean temperature
o
W

1.0015
1.02
1.001

1.0005 1015

1 1.01
0
time
C
1.26 %%
o 4 o
1.24 ° - °
N
e B ~o,
122 1o T
(] l“ °
o )
2 1.2 o o
3 .
2118 S o
5 : o o
c o
@
g116 ©
N,
Sia
1.14 \
\ -
1.12 \ R N
* ’ N /I N
\ ; N -
1.1 \ F
N
o
1.08 —=
0 50 100 150 200

time

Figure 7.3: Mean temperature at z3 = 0 for M = 0.2 (a), M = 0.6 (b) and M = 1.2
(c) obtained from the filtered DNS (marker o) and from LES using MO (solid), M4EO
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and between M5EOQ and M5E1 for M = 0.2 and 0.6. Hence, it appears that
modelling of the energy subgrid-terms at M = 0.2 and M = 0.6 has a negligible
effect on the total kinetic energy. The effect at M = 1.2 is larger, but still small
compared to the effect of modelling 7;; in the momentum equation (comparison
with MO).

With respect to the momentum equation, the dynamic mixed model for 7;;
yields the best results in the lowest Mach number case, but at higher Mach
numbers (0.6 and 1.2) the dynamic eddy-viscosity model turns out to be more
accurate. Inclusion of a subgrid-model for 7;; is found to be absolutely necessary
at M = 1.2, since without subgrid-model the coarse-grid simulation cannot be
completed. In the remaining part of this section we only consider the dynamic
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eddy-viscosity model for 7;;.
The total kinetic energy and the other quantities discussed in chapter 5 (e.g.

energy spectrum, momentum thickness and vorticity) are directly related to the
momentum equation. Incorporation of the energy subgrid-terms appears to alter
such quantities only slightly. Thermodynamic quantities are likely to be more
affected by the energy subgrid-terms. As an example we consider the mean
temperature.

Figure 7.3 shows the mean temperature, < pT" > / < p >, in the centre plane.
The mean temperature profile in this flow attains its maximum at this location.
The figure shows that the mean temperature and its temporal fluctuations in-
crease if the Mach number is increased. The absolute temperature variations
at high Mach number are much larger than at low Mach number. These varia-
tions are also influenced by the initial mean temperature profile, prescribed by
the Crocco-Busemann law (section 1.3), which depends on Mach number. With
respect to the centre mean temperature, M4EO and M4E1 give different results
for each Mach number, indicating that this quantity is influenced by the energy
subgrid-terms. The role of temperature and its change by the energy subgrid-
terms clearly become more important at higher Mach numbers.

Inclusion of the energy subgrid-terms is useful for this quantity, since with
energy subgrid-terms (M4E1) the prediction is closer to the filtered DNS-result
than without (M4E0). More specifically, the energy subgrid-terms in M4E1 de-
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Figure 7.5: Lo-norms of the terms «; (solid), as + ag (dashed) and ay (dotted) in

LES using model M4E1 at M = 1.2.

crease the mean temperature at each Mach number. The mean temperature is
strongly under-predicted by M4E2 (and by MO0). Modelling the subgrid-terms
a1_2, but neglecting ag_4 is thus worse than neglecting all energy subgrid-terms.
This is mainly due to a; and a4, since these terms after integration are much
more important than the other energy subgrid-terms. These terms occur with
opposite signs in the energy equation and appear to have opposite effects. The
subgrid-term «y decreases, but the dissipation a4 increases the temperature. The
dissipation a4 represents the conversion of subgrid kinetic energy into internal
energy and, obviously, this process increases the temperature. Since the global
effects of a; and a4 approximately cancel each other (equation (7.11)), these
subgrid-terms should both be modelled or both be neglected.

The effect of Mach number on the dynamic model coefficients that occur in
the eddy-viscosity and eddy-diffusivity is not large (figure 7.4). The values for C,
and 1/Pr; are low in the transitional stage, giving rise to a relatively small eddy-
viscosity and diffusivity. The coefficient Cy in the dynamic eddy-viscosity model
in the turbulent regime can be compared with the square of the constant in the
Smagorinsky model, i.e. Cy = 0.2 corresponds to a Smagorinsky constant of 0.14.
The turbulent Prandtl number Pr; (1/Pr; has been plotted) fluctuates around 1
in the turbulent regime. The difference between M4E1 and M4E2 at M = 1.2 in
figure 7.4b demonstrates that the usually neglected pressure-dilatation subgrid-
term a3 is smaller than ao, in agreement with the a prior: tests. However, it
has a significant contribution to the eddy-diffusion of about 25% and, hence, is
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preferred to be taken into account.

Finally, the global Ls-norms of the modelled quantities, aq, as + ag and ay
in M4E1 are shown in figure 7.5. These energy subgrid-terms thus appear to be
of the same order of magnitude, which was also indicated by the a prior: tests in
section 7.2.

7.4 Conclusions

In this chapter we have addressed the modelling of the energy subgrid-terms
and performed a priori and a posteriori tests at low (0.2), moderate (0.6) and
high (1.2) convective Mach number. The a priori tests indicate that four of the
six energy subgrid-terms, aj_4 are of the same order of magnitude. The other
two subgrid-terms, due to nonlinearities in the viscous and heat flux term, are
much smaller. To model the relevant energy subgrid-terms we have presented
two new models: the full dynamic eddy-viscosity (M4E1) and the full dynamic
mixed model (M5E1). Both models incorporate the usually neglected pressure-
dilatation and dissipation subgrid-terms, a3 and a4 respectively.

These models have been used in actual LES at M = 0.2, 0.6 and 1.2 and
the results have been compared with filtered DNS-data and LES without energy
subgrid-terms. Several conclusions can be drawn. In contrast to the lowest
Mach number case, the dynamic eddy-viscosity model for 7;; gives more accurate
results than the dynamic mixed model at high Mach numbers. A satisfactory
explanation of the different accuracy of the dynamic mixed model at different
Mach numbers is not yet available. Using the dynamic mixed model in LES at
high Mach numbers, however, is still much better than using no subgrid-model
at all.

The energy subgrid-terms appear to have a very small effect upon quantities
extracted from the momentum variables, even at high Mach number. Thermo-
dynamic quantities, however, are more affected by the energy subgrid-terms. In
particular, the maximum mean temperature was found to be better predicted if
the energy subgrid-terms were included. The actual Large-Eddy Simulations con-
firmed the a priori finding that the energy subgrid-terms a;_4 are of comparable
size.

The mixing layer investigated in this thesis has equal free-stream thermody-
namic variables. The role of the energy subgrid-terms may become more impor-
tant in flows with larger temperature gradients, for example in a mixing layer
with a large difference between the upper and lower free-stream temperatures.
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Chapter 8

Shocks in DNS at high Mach
number

Numerical simulations of the two-dimensional compressible mixing layer have
shown that shocks appear when the convective Mach number M is higher than
0.7 (Lele 1989, Sandham & Yee 1989). Furthermore, the occurrence of shocks in
homogeneous isotropic turbulence has been investigated for the two- and three-
dimensional cases (Passot & Pouquet 1987, Lee et al. 1991). In this chapter!
we describe a Direct Numerical Simulation of the three-dimensional turbulent
mixing layer at M = 1.2 (section 1) and describe the shocks that occur in this
flow (section 2). In simulations of the three-dimensional compressible mixing
layer shocks have not been observed before (Sandham & Reynolds 1991, Lele
1994). The Direct Numerical Simulation in this chapter is different from those
described in the latter references. It has been calculated at a higher convective
Mach number and further into the nonlinear regime in order to obtain a mixing
transition to small scales.

8.1 Description of the DNS

The temporal mixing layer is simulated at convective Mach number M = 1.2.
The Reynolds number based on the upper stream velocity and half the initial
vorticity thickness equals 100. The initial condition is formed by the mean profiles
described in chapter 1 superimposed with a disturbance consisting of one pair
of equal and opposite oblique modes. Such a disturbance has intensively been
studied for somewhat lower Mach numbers (Sandham & Reynolds 1991) and was
found to initiate mixing transition in compressible mixing layers (Luo & Sandham

!This chapter is based on the papers Vreman et al. 1995fg.
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1994). The two modes are denoted by (1,1) and (1,-1) and correspond to the
most amplified waves in the linear stability problem. The amplitude of the initial
disturbance is 0.1 for each mode. The stream- and spanwise wavelengths of these
modes determine the sizes of the computational domain in the homogeneous
directions, given by L; = 39.9 and L3 = 22.1 respectively. The length of the
domain in the normal direction is Lo = 59, the same as in the lower Mach
number cases described in the previous chapters.

An alternating numerical scheme, built out of the ingredients listed in chapter
2, has been constructed to solve the Navier-Stokes equations. The time march-
ing scheme is the second-order accurate Runge-Kutta method. The numerical
discretization for the spatial derivatives is alternating in the sense that scheme
D is used in the directions where steep gradients occur at times when shocks are
present, whereas scheme B is used otherwise. Scheme D employs a third-order
accurate MUSCL-scheme for the convective terms (Van der Burg 1993), which
is able to capture shocks. The convective terms in scheme B are discretized
with weighted fourth-order accurate central differences. It is well-known that a
central differencing method for the convective terms is unable to treat shocks,
unless the steep gradients within the shocks can be fully represented on the grid.
Therefore, the alternating scheme is preferred over a permanent application of
the fourth-order central scheme. It is also preferred over a permanent application
of the MUSCL-scheme for the following two reasons. First, the MUSCL-scheme
is less accurate than the fourth-order central scheme when no shocks are present
or when the shocks can be fully represented on the grid. In fact a permanent
application of the MUSCL-scheme would require an even finer grid than the grids
used in this chapter or it would seriously affect the accuracy of the transition to
turbulence. Furthermore, the MUSCL-scheme is computationally considerably
more expensive than the fourth-order central scheme (about a factor of two).

Since shocks can be identified by strong pressure gradients, the MUSCL-
scheme is applied when the pressure gradient exceeds a threshold value. More
specifically, when
8p Al‘l > ¢
dz;i| po

at a certain time ¢ (the summation convention is not used), all convective fluxes
in the z;-direction are calculated with the MUSCL-scheme; otherwise the fourth-
order central discretization is used. In expression (8.1) s; is called the shock-
sensor in the x;-direction, whereas Ax; and py denote the grid-spacing and the
initial mean pressure respectively and have been incorporated in order to make
s; independent of the scaling of the equations. The case ¢ = 0 corresponds
to a permanent application of the MUSCL-scheme and ¢ = oo to a permanent
application of the fourth-order central scheme. An alternating scheme is obtained

(8.1)

§; = max
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Figure 8.1: Contours of the pressure in the plane 23 = 3.9 at ¢ = 204 for ¢ = o (a)
and ¢ = 0.2 (b). The contour increment is 0.05.

if ¢ is given an appropriate intermediate value.

For the flow simulated in this chapter ¢ = 0.2 appears to give satisfactory
results. Figure 8.1 shows contour plots of the pressure at t = 204 for two simu-
lations with ¢ = 0o and ¢ = 0.2, respectively. At this time the pressure gradient
attains its maximum in the plane shown. The spurious oscillations around the
shock in figure 8.1a demonstrate that the fourth-order central difference (¢ = oo)
is not able to capture the shock, whereas the alternating scheme (¢ = 0.2) pro-
vides a smooth representation of the shock without reducing the accuracy in other
parts of the domain (figure 8.1b). Except in the vicinity of shocks, the results
obtained in the two cases were observed to be identical. Thus, the fourth-order
central difference (¢ = 0o0) gives rise to spurious oscillations near shocks, but does
not destroy the flow structure away from the shock nor the evolution of the flow
afterwards. On the other hand the MUSCL-scheme in the ¢ = 0.2 case apparently
maintains sufficient accuracy in locations far away from the shock.

The flow is simulated on a uniform grid. From ¢ = 0 to 80 it contains 240 x
385 x 144 points, whereas from ¢t = 80 until £ = 240 the simulation is performed on
a grid with 320 x 513 x 192 points. A fourth-order accurate interpolation method
is used to transfer the field at t = 80 to the finer grid. The accuracy in the linear
regime has been checked by comparison with linear stability theory. Furthermore,
calculations were also performed on coarser grids (% times fewer points in each
direction) and from ¢ = 160 the simulation was also performed on a finer grid (3
times more points in the x1-direction). These additional calculations established
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thickness

Figure 8.2: Evolution of vorticity thickness (solid) and momentum thickness
(dashed).

the accuracy of the results presented in this paper. The demand for computer
resources could substantially be reduced by exploiting the symmetries in the flow.
Symmetries in the initial conditions are known to persist in time even after mixing
transition (Moser & Rogers 1993; Luo & Sandham 1994) and we have verified
this for the coarser grid simulations.

In the flow a transition to small scales is observed. At t = 80 the growth of
the initial perturbation has saturated, nonlinear effects have set in and a A-vortex
structure has developed. When time proceeds additional vortices are formed away
from the central layer. These vortices break down into smaller vortices, and thus
the flow undergoes a transition to small scale turbulence, similar to the flow at a
convective Mach number of 0.8 (Luo & Sandham 1994). During this process the
momentum thickness rapidly grows and is approximately linear in time (figure
8.2). At several times shock-waves are observed. The simulation is stopped at
t = 240, since not far beyond this time the growth of the layer will slow down
when the layer reaches the free-slip walls.

The Reynolds number (100) used in the simulation should not be much lower
for shocks to occur. In a simulation with a lower Reynolds number (50) the
mixing transition to small scales did not occur and no shocks were formed either.
Thus the occurrence of shock-waves in the three-dimensional mixing layer appears
to require a mixing transition to small scales. The flow is well-resolved, since
the fall-off in the two-dimensional energy spectrum was about twelve orders of
magnitude at most times throughout the simulation. Only at times when shocks
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80 100 120 140 160 180 200 220 240
time

Figure 8.3: Evolution of the shock sensor s; for i = 1 (solid), ¢ = 2 (dashed) and
i = 3 (dotted). The thin horizontal line corresponds to the threshold value c.

were present a fall-off of eight orders of magnitude was observed. Although these
observations confirm that the resolution is sufficient, the calculations should not
be performed on much coarser grids. For example, most of the shocks were not
observed in a calculation performed on a 160 x 257 x 96 grid.

8.2 Visualisation of shocks

The flow contains shock-waves in three distinct periods: ¢ =121-123, ¢t =181-
183 and t =199-225. Since a shock corresponds to a large pressure difference in
the direction perpendicular to the shock, it can be detected by examining the
flow field at times where at least one of the components of Vp shows a high peak.
Furthermore, since shocks lead to a strong compression of the fluid, the dilatation
V - u attains large negative values within a shock. We have identified the three
periods using the shock-sensor s;, based on the pressure gradient (figure 8.3).
The shocks occurring in each period will be discussed in more detail below.
First, we investigate the shocks in the first period (t =121-123) and determine
their origin. Maximum values of one of the components of the pressure gradient
occur in the centre plane x5 = 0. Figure 8.4a shows contour lines of the pressure
in this plane at ¢t = 122 and four shocks are observed. Since there are two
symmetries in the centre plane, it is sufficient to consider the shock at the point
(10.0,0.0,6.0). Because the shock contains strong gradients in the x3-direction,
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Figure 8.4: Contours of the pressure at ¢ = 122 in the plane zo = 0 with p < po
(solid) and p > p (dashed) with contour increment 0.025 (a). Velocity vectors at
t = 122 in the plane zo = 0 (b) and in the plane 3 = 5.5 (c). In order to reduce
the density of the arrows, an arrow is plotted for only one in four grid-points in each
direction.

we say that its orientation is in the x3-direction. If the fluid passes through a
shock the pressure jumps from a low to a high value. In general, low pressure
regions correspond to the cores of vortices, whereas high pressure regions are
associated with stagnation points. Figure 8.4b shows the velocity vectors in the
plane zo = 0. The velocity vectors in figure 8.4c display a spanwise vortex in
the plane x3 = 5.5, which is in front of the shock. The axis of the vortex is at
x1 = 10.0. The spanwise vortex in front of the shock accelerates fluid along its
axis in the x3-direction. The acceleration is so strong that the velocity attains
supersonic values and, hence, a shock is formed through which the fluid passes in
order to reach the stagnation point. Therefore, this shock is created by a sucking
vortex which accelerates the fluid along its axis. The shock exists for only a short
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Figure 8.5: Pressure at t = 182 in the plane x3 = 0 with p < p (solid) and p > pso
(dashed) with contour increment 0.025 (a). Velocity vectors at ¢t = 182 in the plane
xz3 =0 (b) and in the plane z2 = 1.6 (c).

time, since the turbulent flow structure changes rapidly.

Next, we verify the shock jump relations for stationary inviscid flow. The
flow is instationary, but the speed of the shock is approximately zero during the
period in which the shock exists. The simulation data for this shock yields an
upstream Mach number M; = 1.40 and the ratios py/p1 = 2.10 and ps/p1 = 1.67,
where the subscripts 1 and 2 refer to the up- and downstream values respectively.
The standard tables for normal shock-waves give 2.12 and 1.69 for the pressure
and density ratios corresponding to M; = 1.40. The actual values are very close
to these values, although the shock is viscous. In viscous flow shocks have a
finite thickness and in our case the shock thickness is approximately 0.35, equal
to three times the grid spacing.

The orientation, shape and related vortex structure of the shocks at t = 182
is different from ¢ = 122. Figure 8.5a shows the pressure in the plane x3 = 0,
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Figure 8.6: Pressure at ¢ = 200 in the plane z3 = 3.9 with p < ps (solid) and
D > Poo (dashed) with contour increment 0.025.

which contains the maximum pressure gradient at this time. The two shocks in
this plane are symmetric and a similar pattern is found in the plane z3 = 11.05.
From the structures considered, the shock at this time is most similar to the recent
experimental visualisation of a shock in a mixing layer (Papamoschou 1995). In
order to study the flow structure around (18.5,1.6,0.0) in more detail, we turn to
the velocity vector plots in the planes z3 = 0 (figure 8.5b) and z9 = 1.6 (figure
8.5¢). Figure 8.5b shows that the streamwise velocity component through the
shock is opposite to the upper free stream velocity. Two counter rotating vortices
are observed in figure 8.5c. Not surprisingly, the velocity attains relatively high
values in the region between these two vortices and becomes supersonic. A shock-
wave occurs, since the velocity of the fluid has to be reduced in order to reach
the stagnation point further downstream. Hence, the mechanism which creates
shocks is not unique; at ¢ = 122 the supersonic flow along the axis of a vortex
creates a shock, whereas at t = 182 the supersonic flow between a pair of counter
rotating vortices gives rise to a shock.

Shocks appear for the third time at ¢ = 200 and this time the size is consid-
erably larger than at the previous two periods. Figure 8.6 shows the pressure in
the plane with maximum pressure gradient, x3 = 3.9. The region enclosed by
the pair of shocks is a high pressure region and contains a stagnation point. In
this case the shocks fill a relatively large part of the domain and it is difficult to
identify separate vortex structures which create the shocks.

The three-dimensional shape of the shocks at the three times is shown in
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Figure 8.7: Surface V-u = —0.5 showing the three-dimensional shape of the shocks
at t = 122 (a), t = 182 (b) and ¢ = 200 (c) in parts of the domain given by
[7.5,12.5] x [=3.7,3.7) x [4.6,6.4] in (a), [17.0,22.9] x [<6.5,6.5] x [—2.8,2.8] in
(b) and [2.5,17.5] x [—14.8,14.8] x [=7.5,7.5] in (c).

figure 8.7. The boxes are only parts of the computational domain and are centred
around (10,0,5.5), (20,0,0) and (10,0,0), respectively. Due to the symmetries in
the flow, these structures also appear at other locations. The structures at t = 122
and t = 182 appear at four locations and the pair of large shocks with a horse-shoe
shape at ¢t = 200 is also found centred around (30,0,11). The shocks at ¢ = 122
and t = 182 persist only for a relatively short time. However, from ¢t = 200 the
flow contains shocks for a much longer time, until ¢ = 225. During this period
the structure shown in figure 8.7c changes and breaks down into several parts,
while also new shocks appear with stronger gradients in the spanwise direction.

Finally, we consider the effect of shocks on the turbulent dissipation rate in
the Reynolds-averaged approach. The turbulent dissipation rate is defined as
€ = 04 0ul//0x;, where o;; is the viscous stress tensor in compressible flow and
the overbar and double prime denote the Reynolds average and Favre fluctuations
respectively (see chapter 9). Sarkar et al. (1991) and Zeman (1990) separate the
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Figure 8.8: Profiles of the turbulent dissipation rate € (solid), €5 (dotted) and ¢4
(dashed) at t = 200.

turbulent dissipation rate € in a solenoidal part e; = MW/ Re, where w!' denotes
the fluctuating vorticity vector, and a dilatational part ¢; = %M(V -u”)2/Re.
For convenience of notation we assume the viscosity p to be constant. The
decomposition € = €5 + €4 is only valid in homogeneous turbulence, whereas in
flows with one inhomogeneous direction (z2),

/de‘g = /esdxg—l—/eddxg. (8.2)

The dilatation dissipation is a pure compressibility effect. The contribution of €4
is mainly due to shocks, since shocks can be identified with large negative values
of the velocity divergence. Figure 8.8 shows the profiles of ¢, €5 and ¢4 at t = 200,
when the largest shocks occur. The locations x5 = £12, where the peaks the ¢4-
profile occur, correspond to the planes in which the shocks are most pronounced.
The dilatational fraction of the dissipation is less than 10 percent at ¢ = 200 and
even smaller at all other times. When shocks are absent the fraction is even less
than 1 percent. Thus, the dilatation dissipation is increased by shocks, but it
remains small compared to the total turbulent dissipation rate. The effects of
compressibility on the turbulent statistics in the Reynolds average approach will
be investigated in detail in the next chapter.
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8.3 Conclusions

The compressible mixing layer at convective Mach number 1.2 has been simulated
using DNS. With an initial perturbation of two equal and opposite oblique modes,
the flow undergoes a transition to small scales. The turbulent flow contains in-
stantaneous shocks at several times. A combined fourth-order central difference/
third-order upwind method has been introduced in order to accurately represent
both the turbulence and the shocks. The numerical database has been analysed
in detail at the times when shocks appear. Different types of turbulent vortices
that generate the shocks have been identified: a vortex which accelerates fluid
along its axis and a pair of counter rotating vortices. Furthermore, the solenoidal
and dilatational part of the turbulent dissipation have been calculated. The di-
latation dissipation, which is mainly due to shocks, is always less than 10 percent
of the total turbulent dissipation.
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Chapter 9

Compressible mixing layer
growth rate and turbulence
characteristics

An early experimental observation of the effect of Mach number on turbulence
was the reduction in growth rate of the plane mixing layer (Birch & Eggars 1973).
In this thesis mixing layers with equal free-stream densities are considered, but
many experimental results in literature apply to mixing layers with a different
density ratio (the ratio between upper and lower free-stream density). It has
been established that intrinsic compressibility rather than density ratio effects
are responsible for the growth rate reduction (Brown & Roshko 1974, Bradshaw
1977, Papamoschou & Roshko 1988). In recent years there have been several
experimental, numerical and theoretical studies of compressible turbulence which
have added considerably to knowledge in this area (see Lele 1994 for a review),
but a convincing explanation of the reduced growth rate effect has been elusive.
In this chapter! Direct Numerical Simulation databases are used to study the
effect of compressibility on mixing layers.

A single compressibility parameter, the convective Mach number M (Bog-
danoff et al. 1983, see also section 1.2), is sufficient to represent the experimental
growth rate data to a reasonable accuracy with a single curve. A collection of the
experimental results can be found in Lele (1994). In order to represent the exper-
imental growth rate data with a single curve the growth rates are normalised by
the incompressible growth rate at the same density ratio. One problem with the

!The work presented in this chapter was performed at the Department of Aeronautical En-
gineering, Queen Mary and Westfield College, London, in collaboration with dr. N.D. Sandham
and dr. K.H. Luo, who also significantly contributed to the resulting paper Vreman et al. 1995h,
which is the basis of this chapter.
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growth rate normalisation is the lack of an accurate model for the incompressible
growth rate as a function of density ratio, which leads to quite a large scatter
in the normalised growth rates (Sandham & Reynolds 1989, Lu & Lele 1993).
However, all the data show a large reduction in growth rate between M = 0.4
and M = 0.8. There is also evidence that the turbulence structure changes as M
increases. Flow visualisations (Clemens & Mungal 1992, 1995) at high Reynolds
numbers show how the low-Mach-number organised structure is lost as compress-
ibility becomes important. Experiments by Elliot & Samimy (1990) show that
turbulence fluctuations and Reynolds stresses decrease as M is increased.

In recent years, several explanations of compressibility effects have been of-
fered. Zeman (1990, 1991) proposed that the dilatational part of the total dissi-
pation becomes progressively important as the turbulent Mach number increases
due to the appearance of eddy-shocklets (shock-waves). He modelled dilatation
dissipation as proportional to the solenoidal dissipation and a function of the tur-
bulent Mach number M; and the kurtosis of the velocity field. By incorporating
the model for dilatation dissipation into a second-moment closure formulation,
he was able to obtain the growth rate reduction as M increased. However, eddy-
shocklets have not been observed in experiment or Direct Numerical Simulation
below a convective Mach number of one (we exclude two-dimensional simulations,
which have shown shocks above M = 0.7) and thus there is no physical basis for
dilatation dissipation being important in the key region of M where the growth
rate is reduced. Furthermore, at a higher convective Mach numbers (M = 1.2),
eddy-shocklets were found (chapter 8), but the dilatation dissipation was small
even at times when eddy-shocklets were present. Sarkar et al. (1991) and El
Baz & Launder (1993) have also used models for dilatation dissipation to get the
growth rate reduction. However, more recently, Sarkar (1995) has commented
that there has been no direct validation of the concept for the mixing layer.

It has been observed that results for the growth rate of small disturbances
in laminar compressible shear flow match the reduction in growth rate of the
fully-developed turbulent flow (see e.g. Sandham & Reynolds 1990). This is a
remarkable result and suggests that in some way the physical mechanisms in the
turbulent flow are echoed in the linear regime. One would want an explanation of
the reduced growth rate of mixing layers to be applicable to small disturbances
as well as to the turbulent flow. This is certainly not the case for any theories
based on changes in dissipation, as the linear results are obtained from inviscid
stability theory, where the dissipation is zero.

Breidenthal (1990) proposed a sonic-eddy model for compressible turbulence
based on the assumption that only eddies whose eddy Mach number M, is unity
are efficient in mixing. The eddy Mach number is based on the velocity difference
across an eddy. The Kolmogorov spectrum of eddy scales would exist for all
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subsonic eddies (M, < 1). According to this model, the normalised shear layer
mixing rate (growth rate) is a function of the global Mach number Ms = §/A =
AU /c, where A is a sonic-eddy size, ¢ the largest eddy scale, AU the characteristic
global eddy speed and ¢ the speed of sound. A sudden drop in growth rate is
predicted at My = 1 when the largest eddies become sonic. Further transitions
occur at very high Mach numbers when the turbulence micro-scale becomes equal
to the mean free path and when the shear layer width becomes comparable with
the mean free path. The model is conceptually important, but does not give
quantitative information on growth rate or turbulence structure.

Up until very recently Direct Numerical Simulation (DNS) of the compressible
mixing layer had been limited to the early stages of vortex formation (Sandham
& Reynolds 1991). These revealed changes in typical eddy structure but did not
contain small scales of turbulence. Recent work (Luo & Sandham 1994, 1995;
Vreman et al. 1994f, 1995bfg (chapters 5,7 and 8)) has succeeded in simulating
compressible flows through a mixing transition to small-scale turbulence. In
this chapter we analyse turbulence data from these simulations to address the
influence of compressibility on this building-block inhomogeneous flow problem.
In section 9.1 we describe the DNS-databases that were used in the study. The
averaging procedure and statistical equations are given in section 9.2, and used
to explain the growth rate reduction and anisotropy effects in section 9.3. The
results are discussed in section 9.4.

9.1 Direct Numerical Simulations

The temporal mixing layer with equal and opposite free-stream velocities has been
simulated by Direct Numerical Simulation (DNS) of the compressible Navier-
Stokes equations. The database covers four different convective Mach numbers:
M = 0.2, 0.6, 0.8 and 1.2. Details of the M = 0.2, 0.6 and 1.2 cases are given
in chapter 5,7 and 8 respectively and those of M = 0.8 in Luo & Sandham
(1994, 1995). Characteristic numbers are given in table 9.1. In all cases the
flow is simulated in a rectangular domain [0, L1] X [—%La, $Lo] x [0, L3]. The
boundary conditions in the homogeneous directions (z; and z3) are periodic,
whereas the boundaries in the normal direction (z9) are treated with character-
istic non-reflecting conditions in the M = 0.8 case and as free-slip walls in the
other cases. The non-dimensionalisation procedure and initial mean profile have
been described in chapters 1 and 2. Perturbations obtained from linear stability
theory are superimposed on the mean profile. The most unstable mode is two-
dimensional for M up to 0.6, but three-dimensional for higher M. Therefore the
M = 0.2 and 0.6 cases contain two- and three-dimensional initial disturbances as
described in section 5.1. For M = 0.8 and 1.2 the primary instability is three-
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M | Re | Iy Lo Ls grid scheme

0.2 50 |59.0 59.0 59.0 | 192 x 193 x 192 | finite difference

0.6 | 50 | 68.0 59.0 68.0 | 192 x 193 x 192 | finite difference

0.8 | 140 | 26.7 60.0 26.7 | 144 x 221 x 160 | Fourier/Padé

1.2 1100 | 39.9 59.0 22.1 | 320 x 513 x 192 | finite difference/upwind

Table 9.1: Specification of the DNS-databases: Mach number, Reynolds number,
computational box size, grid and spatial discretization.

dimensional, so only a single pair of equal and opposite oblique modes is used
(section 8.1). In these cases the symmetry in the initial conditions is used to
reduce computing time and storage requirements. The initial amplitude of the
instability waves is small for M = 0.8 (0.025), whereas the other simulations use
large-amplitude disturbances (typically 0.1). If the initial amplitude is small, the
Reynolds number has to be relatively high to trigger the transition to turbulence.

Numerical details are summarised in table 9.1. In each case the numerical
method is fully explicit with Runge-Kutta integration in time. With respect
to spatial derivatives, the M = 0.2 and 0.6 cases use scheme B, the M = 1.2
case uses a combination of scheme B and D (section 8.1) and the M = 0.8
case employs a Fourier collocation scheme in the periodic directions and a Padé
scheme in the normal direction (Sandham & Reynolds 1991; Luo & Sandham
1994). The accuracy of the simulations has been verified by running simulations
on coarser grids. Furthermore, coarser grid simulations without exploitation of
the symmetry conditions demonstrated that the initial symmetry was preserved
throughout the whole simulation in the M = 0.8 and 1.2 cases. Therefore, the
symmetry conditions can be exploited to decrease the computational cost without
affecting the results.

The evolution of the momentum thickness § (defined in the next section) for
the cases considered is shown in figure 9.1. The later stages of the simulations
are characterized by a strong growth of the momentum thickness, which is ap-
proximately linear with time. The growth rate ¢’ equals the slope of the curve
in this regime. The momentum thickness will only display exact linear growth if
the mixing layer is self-similar. Self-similarity is hard to achieve with DNS since
the computational domain in the homogeneous directions is finite. This reduces
the statistical sample size and eventually restricts the growth of large scale struc-
tures. Approximate values for the growth rate ¢’ have been obtained from figure
9.1 for § between 2 and 5, giving growth rate of 0.072, 0.058, 0.038 and 0.030 at
M = 0.2, 0.6, 0.8 and 1.2 respectively. The growth rate at M = 1.2 is about 40%
of its value at M = 0.2 which is in broad agreement with the reduction found
experimentally.
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Figure 9.1: Graph of momentum thickness against time for Mach numbers M = 0.2
(solid line), 0.6 (dotted), 0.8 (dashed), 1.2 (chain dotted).

In each simulation a transition to small scales is observed. The scenario of
the transition at M = 0.2 is very close to that of the incompressible mixing
layer. The two-dimensional instability leads to the formation of four rollers with
spanwise vorticity. These rollers undergo pairing processes until finally one roller
structure containing many small-scale structures fills the domain (see chapter 5).
The three-dimensional waves also grow and form A-shaped vortices and break
down into small-scale motions. For the M = 0.6 case the scenario is roughly the
same, but the two-dimensional roller structure is less pronounced and can hardly
be recognised anymore in the turbulent regime. In the M = 0.8 case the primary
three-dimensional instability forms A-shaped vortices, which initiate the mixing
transition towards small scales. More details about the vortex structures in this
simulation are given by Luo & Sandham (1994). The structures in the simulation
at M = 1.2 are similar to those at M = 0.8, but in addition eddy-shocklets form
(see chapter 8). Although we do not have exactly self-similar data, we do have a
cascade to small scales and resolve the dissipation at the smallest scales. When
turbulent quantities are averaged over a number of samples corresponding to
different times we have a reasonable approximation to the statistics of a self-
similar mixing layer.

In the simulation at M = 1.2 shocks were found at three times: ¢ = 122,
t = 182 and t = 200 (chapter 8). Near ¢ = 122 and ¢ = 182 the shocks ex-
ist for only a few time units, but from ¢ = 200 to t = 225 the flow is never
free from shocks. As shocks had not been observed before in three-dimensional
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computations, the M = 1.2 calculation was repeated with the compact finite
difference/characteristic boundary condition code until approximately ¢ = 160.
Although the differences in the boundary conditions led to slightly different re-
sults, shock waves were still observed in the simulation.

9.2 Data reduction and analysis

In this section we use an analysis of integrated equations for the Reynolds stresses
to study the changes in turbulence characteristics as the Mach number is in-
creased. In subsection 9.2.1 we derive a new mathematical relation between
growth rate and integrated turbulent production starting from the Reynolds-
Averaged Navier-Stokes equations. The integrated Reynolds stress transport
equations are presented in subsection 9.2.2. We calculate the magnitude of each
term from the DNS-databases and establish that the so-called dilatational terms
are not important.

9.2.1 The relation between growth rate and turbulent produc-
tion

The statistical description of turbulence is based on the Reynolds-Averaged Na-
vier-Stokes equations (Tennekes & Lumley 1972). The differences between the
statistical approach and LES are determined by the averaging operator, which is
the ensemble average in the statistical approach and a local filter in LES (chapter
1). In compressible flow the flow variables in the Reynolds-Averaged Navier-
Stokes equations are written as

p = p+r, (9.1)
p = p+7,
u; = ﬁi—l-u;/.

In this notation p, p and @; represent the mean flow, whereas p’, p’ and u are
the corresponding fluctuations. The bar denotes the ensemble average. The
tilde refers to Favre averaging, defined by w; = pu;/p. The Reynolds-averaged
continuity and momentum equations have the following form:

Op = —0;(puy), (9.4)
8t(ﬁﬂl) = —8j (ﬁﬂﬂj) —0;p+ 83'51‘]' - 8jpu;’u;-’.

The last term in the momentum equation contains the Reynolds stress tensor,
which results from averaging the nonlinear convective term. Reynolds-averaged
variables in a temporal shear layer are functions of ¢ and the normal coordinate
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9 only, and are obtained by averaging the original variables in the homogeneous
streamwise and spanwise directions.

The momentum thickness in a temporal compressible mixing layer is defined
as:

5(t) = ﬁ / PUL — ) — Un)de, (9.6)

where p; is the upper free-stream density, U; and Us are the upper and lower
free-stream velocities respectively and AU = Uy — Us. (In our simulations Uy =
1, Uy = —1 and p; = 1). Equation (9.6) expresses the definition for general
compressible mixing layers, whereas the definition in section 5.3.7 is for a specific
case. The integration in equation (9.6) is between the free-slip walls for the
confined case, while it extends from minus to plus infinity for the unconfined case.
There is no unique way to define the thickness of a shear layer, but the thickness
defined by equation (9.6) is generally regarded as an appropriate measure and
has been widely used (Brownand & Latigo 1979; Ragab & Sheen 1992; Rogers &
Moser 1994). An expression for the growth rate of the shear layer is obtained by
differentiating equation (9.6):

ds U+ U
§ = pn pllAUQ /8,5 puy)dze — /8,5 puiuy )dzs. (9.7)

The first term at the right-hand side is zero as can be observed from the xs-
integrated mean momentum equation (9.5) for the streamwise direction. Since
equation (9.5) is in conservative form, the right-hand side vanishes after inte-
gration in the zs-direction if @is = 0 and Oxti; = 0 at the boundaries in the
normal direction. With respect to the last term in equation (9.7), we consider
the evolution of twice the mean flow kinetic energy, given by

8t(ﬁ6161) = 82(—ﬁ61171172 + 2G12U1 — 2pu’1'u’2’u1)

—|—2pu/1’u’2/82ﬁ1 — 201209171, (98)

where 715 is the viscous stress tensor. After integration the conservative terms
vanish and hence the growth rate satisfies

2
5’:7/ uul 0oty )dx —i—/E Ootiy )dxs]. 9.9
pl(AU)g[(P1z21)2 (T120201 ) d2)] (9.9)
The first integral is the integrated turbulent production term, whereas the second
integral represents the molecular dissipation of the mean flow. In the turbulent
regime the latter can be neglected compared to the former and, consequently, the
expression for the growth rate reduces to

2 -
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Thus, the growth rate of time-developing turbulent mixing layers is proportional
to the integrated turbulent production.

The relation between growth rate and production can be extended to spatial
mixing layers under certain conditions. The convection speed in a spatial mixing
layer is defined as U, = %(Ul + Usz). We apply the following transformation:
x] = x1 — Uct, 25 = w9, x5 = x3 and t* = t. The Navier-Stokes equations are
invariant under such a Galilean transformation. In this new frame of reference the
spatial momentum thickness d(x1) can be written as §*(U.t*) and, consequently,
the spatial growth rate satisfies:

A 1dv
da:l N Uc dt* '

(9.11)

Equation (9.10) can be used for dé* /dt* if we assume that terms with 9/0z7 are
much smaller than terms with d/0z%. This provides a relation between growth
rate and integrated turbulent production for self-similar spatial mixing layers.

9.2.2 The integrated Reynolds stress transport equations

To exploit the connection between growth rate and integrated production we
consider the zo-integrated Reynolds stress transport equations. The Reynolds
stress equations for compressible flow in their general form are given by Blaisdell
et al. (1991). The terms in divergence form vanish after integration, hence the
equation for the (ij)-component of the integrated Reynolds stress becomes:

i u”da:z Pi; + 11 — €5, (9.12)
where
P = /(pu uy 0oty + puju pu'ull Doy )ds, (9.13)
M = / p(Oull + O] dxs, (9.14)
€j = /(aikﬁkugf + 0,0k )das, (9.15)

which represent the integrated production, pressure-strain and dissipation ten-
sors, respectively. Note that equation (9.10) implies

Py = p1(AU)?S, (9.16)

where AU = 2 in our normalisation. In a self-similar mixing layer the growth rate
and, consequently, the integrated production is constant. Therefore, like Rogers
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Figure 9.2: Integrated turbulence statistics: (a) Reynolds stress R;;, (b) production
P;j, (c) pressure-strain II;; and (d) dissipation €;;. Components are denoted with
triangles (11), crosses (22), diamonds (33) and squares (12).

& Moser (1994), we argue that in a self-similar stage the terms of equation (9.12)
are independent of time and scale with p; (AU)3. Self-similarity also implies that
the values of the Reynolds-stress in the centre of the mixing layer have reached
a constant level, whereas the width of the profiles grows with §. Therefore, we
define

1 [
R;; = g/pu;’u;’dxg, (9.17)

which will be independent of time in the self-similar stage and will scale with
p1(AU)2. Hence, the Reynolds stress equations reduce to an algebraic system

(5/Rij = Pij + Hij — €5 (918)

The values for the tensors R;;, Pj;, II;; and €;; have been plotted against
Mach number in figure 9.2. Since we do not have exact self-similarity at every
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time, the values in figure 9.2 have been averaged over a number of samples in the
region with approximately linear growth of the momentum thickness (figure 9.1).
The contributions of the (1,3) and (2,3) components of the Reynolds stress have
not been plotted since they are negligible compared to the other components.
Figure 9.2a shows that the anisotropy of the Reynolds stresses increases with
Mach number. From figure 9.2b, the production terms P»y and P33 are zero,
which is expected since the only significant mean velocity derivative, dstq, does
not appear in these terms. Retaining only the significant terms, the system given
by (9.18) and (9.16) reduces to

Ry = 48+ Tl — e, (9.19)
8'Rog = II32 — €22, (9.20)
0’ R33 = I35 — €33, (9.21)
8 Ria = Piat+ g — €. (9.22)

The pressure-strain term II;; is negative, while IIss and Il33 are positive. Thus,
pressure-strain acts to redistribute energy from the streamwise into the normal
and spanwise fluctuations. We remark that the pressure-dilatation %Hkk is ap-
proximately zero, even at the highest M. The dissipation component €;; does
not decrease with increasing Mach number as much as the other two components.
Thus, the dissipation in our simulations is less isotropic at higher Mach numbers.
The diagonal components of the dissipation tensor are considerably larger than
€12, although the latter is not zero.

Dilatation dissipation and pressure-dilatation are of interest because of their
possible use in explaining compressibility effects. The total integrated dissipation
€ = €xk/2 can be split as € = €5 + €4, where €, is a solenoidal part and ¢4 is a
dilatational part. In figure 8.8 we have shown profiles of the components of dis-
sipation against xs, whereas we consider integrated profiles here. The integrated
form of the dilatational dissipation is

4 4 ——
e :/—i(v-u”)Zdzg. (9.23)

We consider the highest Mach number case M = 1.2 and on figure 9.3 show
the integrated total dissipation, dilatation dissipation and pressure dilatation as
functions of time. The dilatational part of the dissipation is very small even in the
stages of the simulation which contain eddy-shocklets. The pressure-dilatation is
somewhat larger, but it changes sign a number of times and is also not significant
compared to the total dissipation. These two dilatational terms are even smaller
in the cases with lower convective Mach number which do not contain eddy-
shocklets. Eddy-shocklets do increase the dilatational terms, but compared to
the total dissipation their contributions are too small to explain the growth rate
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Figure 9.3: Comparison of the magnitudes of total dissipation (solid line) with di-
latation dissipation (dashed line) and pressure-dilatation (dotted line) during the
simulation at M = 1.2.

reduction. The production and pressure-strain rate terms are much more affected
by compressibility than the dissipation and, consequently, the reduced growth
rate must be explained from these terms.

9.3 Modelling the effect of compressibility

In this section we identify the key terms contributing to the reduced growth
rate and build a complete model for the integrated Reynolds stress equations
using a deterministic model for pressure fluctuations and models for turbulence
anisotropy. In subsection 9.3.1 we argue that the mixing layer growth rate would
be proportional to the rapid pressure-strain term if the turbulence were isotropic.
Furthermore, the rapid pressure-strain term is expressed in the pressure extrema.
In subsection 9.3.2, we model the pressure extrema as functions of the convective
Mach number, using a compressible vortex model and the sonic-eddy concept.
Thus, the isotropic model is completed, which gives a good qualitative predic-
tion of the growth rate reduction. However, it predicts too low growth rates at
high Mach numbers. In subsection 9.3.3 we correct the isotropic model taking
anisotropy effects into account to obtain a better quantitative prediction of the
growth rate reduction. To represent the anisotropy effects, we adopt a certain
amount of turbulence modelling in order to arrive at a closed algebraic equation
for the growth rate.
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9.3.1 The significance of pressure-strain

In the following subsections we explain the reduced growth rate of the mixing
layer by consideration of a necessary adjustment in pressure fluctuations as the
Mach number is increased. A reformulation in terms of anisotropy is useful. We
define the Reynolds stress anisotropy as

bii = 9.24
J k ( )
and the dissipation anisotropy as
i — (2/3)€d;;
€ij = —6 J ( / )6 ], (9.25)

€

where k = Ryq/2 and € = ¢44/2 are respectively the turbulence kinetic energy and
dissipation. With the assumption that we can neglect the pressure-dilatation term
in the kinetic energy equation, the integrated equations for the diagonal terms
reduce to

&bk —8/3) = I + 107, —epqe, (9.26)
& (baok +4/3) = T + 113, — eane, (9.27)
& (bssk +4/3) = T + 1155 — esse, (9.28)

where we have included the usual split of the pressure-strain term into a rapid
part II® and a slow part II¥ (see e.g. Speziale et al. 1991). The rapid part is
associated with the mean strain rate, while the slow part is associated with the
process of return to isotropy. The Reynolds stress anisotropy term is usually small
compared to 8/3 or 4/3. The dissipation anisotropy term is small compared to the
other terms. This results in a proportionality between the growth rate and the
diagonal pressure-strain components, which is confirmed by the data (figure 9.2).
If the turbulence were isotropic we would have direct proportionality between the
rapid pressure-strain term and the mixing layer growth rate.

It is proposed that the main effect of compressibility comes from modified
pressure fluctuations. That the pressure fluctuation must change is evident when
one considers that the typical pressure fluctuations in incompressible flow, nor-
malised by p1UZ would lead to negative pressures in high Mach number flow, since
the free-stream pressure drops relative to pyUZ as 1/(yM?). Thus, we propose
to model IIf as:

I, = (M) (1) o, (9.29)

where p*(M) contains the effect of reduced pressure fluctuations. In the isotropic
approximation the mixing layer growth rate would be proportional to p*(M).
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To estimate p*(M) we assume that

% (pmaa: - pmin)M
p (M) = , 9.30
( ) (pmaa: - pmin)O ( )

where Pz and pmi, will be estimated from a deterministic model of large vortex
structures in compressible shear flow, assumed to be representative of the typical
eddies that contribute to the rapid pressure-strain term.

9.3.2 Deterministic model for pressure extrema

Pressure minima in a flow can be identified with the cores of vortices, whereas
pressure maxima occur at stagnation points. We present a model for the pres-
sure minima first. A common description of a region of rotating fluid is the
Oseen vortex, which has been used before to represent vortices in mixing layers
(Papamoschou & Lele 1992). It assumes axisymmetric flow with the tangential
velocity given by .
_ —ar?/R2
vp =5 —(1—e 1B, (9.31)
where I' is the circulation, R is the vortex size, and o = 1.256 is chosen such that
Vg = Vg, maz at 7 = R.
In order to obtain the pressure minimum we turn to the inviscid radial mo-
mentum equation: ,
1o _ v (9.32)
por r

To include the effects of density variation on the pressure field inside a vortex
we need a model for the thermodynamics. Isentropic flow is not a possibility.
However we observe from two-dimensional simulations (Sandham & Reynolds
1989) at M = 0.6 that the temperature changes inside vortices developing in
temporal mixing layers are only 7% relative to the free stream, compared with
fluctuations of 40-50% for the density and pressure. With the assumption of
isothermal flow we can integrate (9.32) to get

Pmin _ e~ (1A% a0 /%) (9.33)
Poo

1
where ¢o = (YPoo/Po)? is the free-stream speed of sound and

1 o ,,2
A= % gr. (9.34)
U2 T

0,max 70

We assume that A is a constant, equal to 1.69 for the Oseen vortex.
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The pressure drop is then a function of the maximum tangential velocity in
a vortex, vg maz- A logical value for vg q, is half the velocity difference,

Vo, max = %AU, (9.35)

which gives rise to a pressure drop of p i — Poo = —Apoo(%AU )2 for incom-
pressible mixing layers (obtained from (9.33) for M — 0). For compressible flows
we define an eddy Mach number based on the velocity difference across the eddy,

2UG,maa: 47}0,ma$
M, = o~ AU M, (9.36)
where M is the convective Mach number. If equation (9.35) were used for all
Mach numbers, M, would become larger than unity for M > 0.5. However, the
conceptual ‘sonic-eddy’ model of Breidenthal (1990) implies that only eddies with
M, < 1 play a role in the turbulent energy cascade in a compressible flow. It is
therefore proposed that the following model be used for vg .

Merit
PPN (9.37)

Vo, max = min(1,
M.t is the critical Mach number beyond which vg 4, is affected by compress-
ibility. The value M,.;+ = 0.5 corresponds to the sonic-eddy model in which the
largest eddies satisfy M, = 1. Without the sonic-eddy model we find that the
pressure in the vortex cores would drop down to near zero pressure, which is not
observed in the simulation results.
Next we turn to the prediction of the pressure maxima which corresponds
to stagnation points. Isentropic flow is a good approximation for the fluid on a
stream line towards a stagnation point and the standard relation yields (U; =
—U>)

Pmaz _ (1 4 1(y — 1)M2)7/0 D), (9.38)
Poo

Above M,.;; we use the above formula with M = M_,;;, which corresponds to flow
stagnating around sonic eddies. For incompressible mixing layers the pressure rise
DPmaz — Poo €quals % poo(%AU )2. This value is obtained if the limit M — 0 is taken
and is also predicted by Bernoulli’s law. Physically, the incompressible limit does
not necessarily mean that the velocity difference is reduced to zero; it can also
mean that the speed of sound tends to infinity.

The results for the pressure variations are summarised on figure 9.4. Smooth-
ing has been applied to the pressure data to remove the discontinuity in the slope
at M. This only affects the curves in the immediate vicinity of M.;;. Figure
9.4a shows pressure relative to free-stream pressure plotted against Mach number.
The solid lines are the pressure in the core of the vortex and the pressure at the
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Figure 9.4: Results of the pressure model (a) pressure maximum and minimum
(solid lines) relative to the free-stream pressure, also showing the lowest possible
relative pressure corresponding to zero pressure in the vortex cores (dashed line), (b)
the pressure reduction function p*(M) showing the strong reduction with increasing
Mach number for eddies contributing to the rapid part of the pressure-strain.

stagnation point. The dashed line shows the curve for zero pressure. It can be
seen how both the absolute relative core and stagnation pressures reduce as the
Mach number is increased to satisfy the constraint that the pressure cannot drop
below zero. Figure 9.4b shows the parameter p*(M) defined by equation (9.30),
which is equal to the growth rate reduction if the Reynolds stress and dissipation
are isotropic. A simple qualitative explanation for the growth rate reduction is
that growth rate is proportional to pressure-strain and the pressure fluctuations
must reduce as the Mach number is increased to avoid negative pressures.

9.3.3 Anisotropy effects

We have seen that a simple isotropic picture of turbulence in the compressible
mixing layer is sufficient to explain qualitatively the growth rate reduction. How-
ever, for quantitative predictions we need to consider the anisotropy of the tur-
bulence. A certain amount of turbulence modelling is required to get a closed
form and we need to distinguish clearly where approximations are made. We
regard the following as accurate and well supported by the data: (a) Pj; = 49,
as derived in subsection 9.2.1, (b) negligible pressure-dilatation, and hence from
the turbulence kinetic energy equation e = ¢’(2 — k), and (c) negligible dilatation
dissipation.

Our main model equation is equation (9.26), using the pressure reduction
function (9.30) on the rapid pressure-strain and the usual Rotta form for the
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Figure 9.5: Graph of the model prediction for growth rate §’ (solid line), compared
with simulation data (symbols).

slow pressure-strain term. For the time being, isotropic dissipation is assumed
(611 = 0). Thus,
Clp*(M) + 62€b11
8/3 — bk
Since there is a move to more streamwise turbulence structures as the Mach num-
ber is increased, it is expected that the anisotropy of the turbulence will change.
By analogy with other flows where streamwise structure becomes important we
expect the anisotropy b1 to increase. A model that leads to a relatively simple
closed-form solution is

§ =

(9.39)

_ 8
=
Another possibility would be to model by; as proportional to ¢/k? which has a
similar Mach number dependence to ¢'.

Finally, we need to say something about the individual components. The
normal and spanwise stresses are assumed to be equal and to decrease according
to the growth rate

b1y (9.40)

RQQ = R33 = 645/, (9.41)

Judging from the data, this is a very accurate choice.

As model constants we use ¢; = 0.17 and ¢y = 2.5, ¢ = 0.009 and ¢4 = 9.
The Rotta constant ¢o is the same as in usual second moment closures. All other
constants are estimated for incompressible flow (roughly equal to the M=0.2
simulation results).
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Figure 9.6: Turbulence statistics from model (solid lines) compared with simulation
data (triangles for 11-component, crosses for 22, diamonds for 33): (a) Reynolds
stress R11, (b) Reynolds stresses Roo and Rss, (c) pressure-strain I1;1, Iy and Il33,
and (d) Reynolds stress anisotropy b1 .

Putting all of the above together, we can derive a quadratic equation for the
growth rate ad’? + b’ + ¢ = 0 where the coefficients are related to the model
constants by

a= 16/9 + c3ca(ca — 1), (9.42)
b= —4/3c3(1+ c2) — 2/3c1p* (M), (9.43)
c= 1/2c1c3p* (M) + coc3. (9.44)

Only the largest root of the quadratic is realisable (positive €) and once ¢’ is
known all other quantities can be easily found.

Figures 9.5-7 give the predictions from the model up to M = 2, compared
with simulation data. Figure 9.5 shows the growth rate against M compared
with the simulation data. Figure 9.6-7 shows various turbulence quantities. The
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Figure 9.7: Turbulence statistics from model (solid lines) compared with simulation
data (triangles for 11-component, crosses for 22, diamonds for 33): (a) turbulence
kinetic energy k, (b) dissipation ¢, (c) dissipation component €11, and (d) dissipation
components €2 and e3s.

behaviour for larger Mach numbers is of considerable interest, but we should
caution that there is little experimental or numerical data available between M =
1.2 and 2 to validate the model. The Reynolds stresses (figure 9.6a and 9.6b)
are in good agreement with the simulation results. The Ry and R33 components
decrease proportional to the growth rate, while the R;; component levels out
at about half its incompressible level. Figure 9.6c and 9.6d shows the pressure-
strain term and Reynolds stress anisotropy b;; compared with simulation data.
The pressure-strain term especially is in good agreement with the simulation data.
Turbulence kinetic energy k£ and dissipation e are shown on figure 9.7a and 9.7b.
The dissipation is unaffected by compressibility at low Mach numbers and only
decreases by about a factor of two up to M = 2. The dissipation components
are shown on figure 9.7c and 9.7d, The lines show the results obtained if one
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combines the dissipation anisotropy with the Reynolds stress anisotropy in the
Rotta model. This needs no new constants as one can just take a small portion
of co (we take 4%) as referring to the dissipation anisotropy. On the whole the
anisotropic model gives a better representation of the dissipation components
than an assumption of isotropy. One must caution that the simulations have
all been conducted at low Reynolds numbers, and it may be that the turbulent
cascade is not over a sufficiently wide range of scales to set up isotropy in the
dissipation. Thus we cannot make definitive conclusions about the anisotropy of
dissipation.

The isotropic model predicts zero growth rate for infinite Mach number, since
the growth rate is proportional to p*(M). The limiting growth rate for M — oo
provided by the anisotropic model is obtained if p*(M) = 0 is substituted in the
coefficients of the quadratic (9.42-9.44). Using the values of the model constants
proposed above, we obtain &' — 0.015 for M — oo, which is about 20% of the
incompressible growth rate.

The model is well-conditioned, i.e. not very sensitive to variations in the model
constants. Additional calculations of the growth rate have been performed in
which each of the model constants was changed separately. The relative variations
of the growth rate were approximately equal or less than the relative changes of
the model constants.

9.4 Discussion

One important observation in this chapter has been that dilatation dissipation
and pressure-dilatation are not large in the compressible mixing layer, even when
eddy-shocklets are present. Turbulence models constructed using dilatation dis-
sipation or pressure-dilatation are not necessarily invalidated by this, but their
claim to be based on the correct physics of the flow would now appear to be false.
Some of the initial support for the dilatation dissipation concept came from simu-
lations of isotropic or fully homogeneous compressible turbulence. eddy-shocklets
were observed in isotropic and homogeneous shear flow (Lee et al. 1991; Blais-
dell et al. 1991) and the magnitude of the dilatational contribution to dissipation
was computed and compared with models for dilatational dissipation, for exam-
ple that of Sarkar et al. (1991). Blaisdell et al. found the model by Sarkar et
al. to be accurate for turbulent Mach numbers below 0.3. For larger turbulent
Mach numbers the dilatation dissipation was found to be constant at a level of
no more than 10% of the total dissipation. Also Lee et al. (1991) found only
5% dilatation dissipation at a turbulent Mach number of 0.5, whereas Sarkar’s
model would predict 25%. Thus, even in isotropic and homogeneous shear flow,
the dilatational terms cannot be regarded as essential in causing reduced growth
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Figure 9.8: Normalised growth rate against Mach number comparing the current
model (solid line) with the linear stability result (dashed line) and experimental data
from Goebel & Dutton (1991) (symbols).

rates. This is confirmed by recent work on homogeneous shear flow (Sarkar
1995), in which compressibility was found to affect other terms (e.g. production)
more than the dissipation. Another recent confirmation is the work by Simone
& Cambon (1995), which shows that the effect of compressibility is reflected in
pressure-strain correlations and related to the anisotropy of the Reynolds stress
tensor, rather than in explicit dilatation terms such as pressure-dilatation and
dilatation dissipation. The subject of the latter paper is also homogeneous shear
flow, studied by means of DNS and rapid distortion theory (Durbin & Zeman
1992, Cambon et al. 1993, Jacquin et al. 1993). Furthermore, a different form of
splitting the dissipation into solenoidal and dilatational parts has recently been
proposed (Huang 1995). This decomposition would predict even smaller dilata-
tional effects.

The mixing layer is very strongly affected by compressibility. Using the model
from this chapter, this can be explained by the large pressure fluctuations of the
typical eddies in the flow. Similarly large pressure fluctuations and hence Mach
number sensitivity would be found in jet and wake flows. Other flows, such as the
turbulent boundary layer on a wall, have comparatively much weaker pressure
fluctuations and the effects of compressibility do not appear until much higher
Mach numbers.

In the introduction it was remarked that the reduction in growth rates with
Mach number for the most unstable waves from linear stability theory matches
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almost exactly the reduction in shear layer growth rate of the fully turbulent flow.
On figure 9.8 we compare the growth rate reduction from temporal stability the-
ory with the result from the turbulence model of section 9.3.3 and experimental
data from Goebel & Dutton (1991). The latter is chosen because the density ratio
across the shear layer is always less than 2:1, so that these data are comparatively
insensitive to the model for incompressible growth rate used for normalisation.
As can be seen there is a good correlation between the two curves and the experi-
ments. To examine the relation further we consider the same averaging procedure
of section 9.2, applied to the linear stability results.

In temporal linear stability theory of the mixing layer the fluctuating variables
have the following form:

O,y 2,1) = (9" (w2) + i¢) (wy) et HH(owrHFra), (9.45)

where w; is the temporal growth rate, a and ( are the streamwise and spanwise
wavenumbers, ¢ is the imaginary unit and ¢" and ¢* are the real and imaginary
part of the eigenfunction ¢. The integrated diagonal Reynolds stress equations
reduce to

willin|* = Py 4T, (9.46)
williz|* = T, (9.47)
willaz|* = Tz, (9.48)

where [|¢||> = [ |¢[?dzg and the terms on the right-hand side reflect production
and pressure-strain:

» AP AT Az ~7 du
T2
I = « / (P} — prad)das, (9.50)
. - dush da"
My = 2 2)d 9.51
22 /( dzy +p’ dwz) T2, ( )
ﬂgg = ﬁ/ p U3 d:L‘Q (952)

In the derivation we have assumed p = 1 following Blumen (1970). The pressure
eigenfunction satisfies the following relation (Blumen 1970):

wiM?|[p|* = —TTg. (9.53)

We observe that positive growth rate 1mphes Iy > 0, H33 > 0, Hkk < 0 and,
consequently, II;; < 0 and \Hkk\ < |H11| Furthermore, negative I implies
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showing the large reduction of pressure depressions as Mach number is increased.

positive Py Hence, the production and pressure-strain terms in the linear regime
have the same sign as in the turbulent regime. One difference in the linear regime
is that an analogue of the relation between growth rate and production does not
seem to exist. Thus the equations cannot be closed in exactly the same way as
the equations for self-similar turbulent flow. We have solved the linear stability
problem for several Mach numbers from 0.0 up to 1.6 and obtained the most
unstable mode normalised with |4 || = 1 for each Mach number. Up to M = 0.6
the production and pressure-strain decrease in exact proportion to the growth
rate w;, as in the turbulent case. However, above M = 0.6 the pressure-strain
drops more rapidly than production and both drop more rapidly than the linear
growth rate. The explanation for this latter behaviour is not clear but may
be related to the change to oblique disturbances in the stability theory above
M = 0.6. Furthermore, the square pressure fluctuation ||p||? rapidly drops for
M > 0.6. Thus the pressure-dilatation ﬂkk, satisfying equation (9.53), stops
growing at high Mach number. Although we are not able to close the equations
in the linear regime, it does seem that substantially the same physical phenomena
are occurring, which goes some way towards explaining why the stability growth
rate matches the turbulent shear layer growth rate.

The agreement between the actual level of the pressure fluctuations and
the model predictions is reasonable. Figure 9.9 shows p™ = puz — Poo and
—p~ = —(Poo — Pmin) DPlotted against time as obtained from the simulations. The
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reference pressure ps, equals 16.85, 1.98, 1.12 and 0.50 for the different Mach
numbers respectively. We observe large drop in p~, whereas p* stays at a more
constant level. Since the values for p~ at M = 0.2 are considerably larger than
Poo &t M = 1.2, p~ must decrease with increasing Mach number in order to
keep the minimum pressure positive. However, whereas the actual level of p~
is in good agreement with the model prediction, p* at higher Mach numbers is
larger than the model prediction. This could be due to different types of eddy
contributing to the pressure field. There are eddies that contribute to the rapid
pressure-strain (the part that depends on mean velocity gradients and modelled
in section 9.3) and eddies that contribute to the slow part. For the latter types
of vortices the pressures may be higher than those obtained with the isentropic
model. Furthermore, shocks will also give rise to higher pressure maxima than
predicted with isentropic assumptions, since the entropy of the fluid increases
when passing through a shock. The high pressure then comes from a supersonic
eddy which generates a shock wave. Supersonic eddies may be present in the flow,
but according to Breidenthal (1990) do not have time to rotate and contribute
to mixing and growth rate. If the parameter p*(M) is corrected for higher pres-
sures at higher Mach numbers, the predicted growth rate will be somewhat larger.
Reasonable agreement with experimental and simulation data is nevertheless still
obtained, if ppar = Poo + 0.5 is substituted in equation (9.30), assuming that p™
does not exceed its incompressible value (0.5 for AU = 2 and p = 1).

9.5 Conclusions

Detailed analysis has been made of DNS-databases of compressible mixing lay-
ers with convective Mach number M ranging from 0.2 to 1.2. All simulations
contained a fully-resolved turbulent energy cascade to small spatial scales. The
simulations showed a reduction in growth rate matching the reduction found
in previous experimental work. Statistical information was extracted from the
databases to determine reasons for the reduced growth rate that is observed as
the convective Mach number is increased. It was found that the dilatational con-
tribution to dissipation is negligible even when eddy-shocklets were observed in
the flow. Also pressure-dilatation was not found to be significant. Therefore the
eddy-shocklets, and the dilatational terms in the averaged equations, were not
found to be important for understanding the reduced growth rate.

It was shown that reduced pressure fluctuations were responsible for the
changes in growth rate via the rapid pressure-strain term. The analysis was
based on the integrated equations for the Reynolds stress tensor and an accu-
rate relation between between the momentum thickness growth rate and the
integrated production of turbulence kinetic energy was derived. Furthermore,

135



a deterministic model for the required pressure fluctuations was given based on
the structure of variable density vortices and the assumption that the limiting
eddies for the rapid pressure-strain term are sonic. Simple anisotropy consider-
ations closed the model which was then demonstrated to predict the variation
of integrated Reynolds stresses, pressure-strain terms, and dissipation, in good
agreement with the DNS-data.
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Chapter 10

Conclusions and
recommendations

In section 1.3 the main purposes of this thesis were stated: to advance the Large-
Eddy Simulation technique for compressible flows and to study the effects of
compressibility on physical processes in the turbulent mixing layer.

To advance LES for compressible flows, we focussed on subgrid modelling.
The essential subgrid-term in incompressible LES, the turbulent stress tensor 7;;,
is also the main subgrid-term in compressible LES. In addition the governing
equations for compressible LES contain the so-called energy subgrid-terms a;_g
(chapter 2).

The six subgrid-models for 7;; investigated in this thesis were formulated in
chapter 3. The models taken from literature are: the Smagorinsky, similarity, gra-
dient and dynamic eddy-viscosity models. The dynamic mixed model was also
proposed by others, but we altered the formulation in order to remove a math-
ematical inconsistency. Furthermore, we introduced the dynamic Clark model,
which is the gradient model supplemented with a dynamic eddy-viscosity. Us-
ing a 1D-analysis and 3D-simulations, the pure gradient model was shown to be
severely unstable. However, the instability can be overcome if sufficient viscosity
is added and, therefore, the dynamic Clark model was proposed. Furthermore, we
proposed an optimal value for the consecutive filter width needed if the dynamic
procedure is applied using top-hat filters.

In chapter 4 we showed that 7;; is positive definite if and only if the filter
function is positive. Among the three common filters, the top-hat and Gaussian
filters give thus rise to a positive subgrid kinetic energy k = 7;/2, but the spectral
cut-off filter causes negative values of k. Such ’'realizability conditions’ show that
the choice of a subgrid-model should take the filter type into account. Imposing
these conditions on eddy-viscosity models provided a lower bound for k.
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A systematic comparison of the six models for 7;; was performed using LES
and DNS of the mixing layer at low Mach number (chapter 5). The Large-Eddy
Simulations were compared with filtered DNS results in so-called a posteriori
tests and afterwards a set of Large-Eddy Simulations at high Reynolds number
was obtained for a case in which no DNS can yet be performed. From the a
posteriori tests it appeared that the dynamic models accurately model the dissi-
pation to subgrid scales, when compared to the other models. The most accurate
results were obtained with the (computationally most expensive) dynamic mixed
model. Comparison of the models at high Reynolds number confirmed the rela-
tive accuracy of the dynamic models, but revealed a somewhat different picture
regarding the best model within the group of dynamic models. If we desire the
turbulent state of the mixing layer to be as self-similar as possible, the dynamic
eddy-viscosity model seems to be better than the dynamic mixed and dynamic
Clark model. However, all dynamic models turned out to be much better than
the other (non-dynamic) models studied. The Smagorinsky model was too dissi-
pative, and simulations with the similarity and gradient model were unstable, like
the simulation without any subgrid-model. These simulations at high Reynolds
number illustrate the value of LES. In a case where DNS is not possible with the
current computer capacity, acceptable results are obtained using LES, provided
a good subgrid-model is used.

In chapter 6 we addressed the role of the numerical errors in LES. It appeared
that the results are not sufficiently independent of the specific numerical scheme
when the common filter width A = h is used. The simulations should rather be
conducted but rather at A = 2h, in which case the fourth-order scheme (a new
scheme based on weighted central differences, section 2.3) was found to be more
accurate than the second-order scheme.

Large-Eddy Simulations of a moderately (M = 0.6) and highly compressible
mixing layer (M = 1.2) were also conducted (chapter 7) and their results were
compared with DNS-data. Comparison of the dynamic eddy-viscosity and the
dynamic mixed model for 7;; in a posterior: tests showed that the first model is
more accurate at moderate and high Mach number. The energy subgrid-terms,
extensively studied in this chapter, do not play a major role in actual LES of these
compressible mixing layers. The a priori tests demonstrated that in the group
of energy subgrid-terms the four terms «_4 are more or less equally important.
This is an interesting result, since in the compressible Large-Eddy Simulations re-
ported in literature only a1 _o are taken into account. We subsequently developed
new dynamic models for the energy equation modelling the four subgrid-terms
a1_4. The inclusion of these models for the energy subgrid-terms in LES of the
compressible mixing layer has very small effects on momentum related quantities
(even at M = 1.2), but the effects on thermodynamic quantities are larger and
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increase with Mach number. Furthermore, since energy subgrid-terms partially
cancel each other, omitting all energy subgrid-terms in LES was found to be
preferred over omitting as—4 only.

The effects of compressibility on physical processes in the turbulent mixing
layer were studied by means of Direct Numerical Simulations in chapters 8 and
9. In chapter 8 DNS at convective Mach number M = 1.2 was performed. The
mixing layer at M = 1.2 could be simulated further into the nonlinear regime than
previous simulations reported in literature. It was the first time that shock-waves
were detected in numerical simulations of the three-dimensional mixing layer. A
numerical discretization scheme consisting of fourth-order central differences and
third-order upwind differences was proposed in order to capture shocks together
with an accurate representation of the transitional and turbulent flow features.
Shock-waves occurred at several times and existed for relatively short times. They
were found to be created by different types of turbulent vortices.

In chapter 9 we presented a new physical explanation for the mixing layer
growth rate reduction with increasing Mach number. Four DNS-databases cov-
ering the convective Mach numbers 0.2, 0.6, 0.8 and 1.2 were investigated by
calculating turbulent statistics. Previous explanations in literature assumed a
significant contribution of the dilatational terms in the Reynolds stress trans-
port equations. We showed that (even in the presence of shocks) these terms
are not important in compressible mixing layers. After the derivation of a re-
lation between momentum thickness and the production term, we were able to
connect the reduced growth rate to reduced pressure fluctuations through the
rapid pressure-strain term. A deterministic model was constructed, based on the
pressure fluctuations in compressible vortices, and modified to include anisotropy
effects. It predicts the growth rate reduction in good agreement with experimen-
tal and simulation data.

Finally a number of recommendations for future research are made. The
attempt to answer scientific questions always leaves some questions unanswered
and raises new questions.

At this point no definite answer can be given whether the dynamic eddy-
viscosity or the dynamic mixed model is most appropriate for LES. Tests at low
Mach number and relatively low Reynolds number showed the second model to
be the most accurate, in agreement with other recent work (Zang et al. 1993,
Wu & Squires 1995). However, in our high Reynolds number calculations and in
particular in our simulations at higher Mach number the dynamic eddy-viscosity
model led to better results. Although in section 5.3.2. a first attempt was made
to explain the different behaviour, the results should be further analysed to give
a complete explanation. Testing these models in another compressible flow would
be a useful extension.
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The energy subgrid-terms were found not to play an important role in the
compressible mixing layers in this thesis (even at M = 1.2). It would be interest-
ing to investigate the role of the energy subgrid-terms in mixing layers with large
free-stream temperature ratios. In such mixing layers turbulent diffusion and its
subgrid contributions are expected to be more prominent.

LES is attractive because of its applicability to flows where no DNS can
be performed with the current computers. We have performed LES for a high
Reynolds number mixing layer at low Mach number in a large computational
domain (section 5.4). To perform such simulations at higher Mach numbers too
and investigate whether a self-similar state is reached could be the next step.

Furthermore, the shocks present in the DNS at M = 1.2 could be explored in
relation with LES. Their effect on the structure of the turbulent stress tensor can
be investigated using a prior:i tests on the present DNS-database and possible
implications for subgrid-modelling could be deduced. Furthermore, in chapter
8 we used an upwind scheme when necessary to capture shocks. From the few
Large-Eddy Simulations that we performed at M = 1.2 (chapter 7), we did not
yet find such a scheme necessary in order to obtain good LES-results. It could
be that the dynamic eddy-viscosity is able to supply the additional dissipation
required to smooth the shock, but this issue certainly requires more research.

From chapter 9 it appeared that the compressible shear layer growth is not
connected to dissipation, but rather to production and pressure-strain. Produc-
tion is determined by the large scales and initiates the turbulent energy cascade,
whereas dissipation mainly happens at the small scales. It could indicate that the
large-scale turbulence is considerably altered by compressibility while the small
eddies keep a more incompressible character. This statement is in agreement with
our finding that, in order to obtain accurate LES, it does not seem necessary to
take compressibility effects into account in subgrid modelling by modelling the
energy subgrid-terms (chapter 7). The shock-waves obviously seem to contradict
the statement, since shocks are compressible phenomena that clearly contribute
to small scales. However, chapters 8 and 9 show that the shocks do not long
exist and marginally contribute to the turbulent statistics. Shocks not created
by turbulent vortices may have larger significance. An example is the flow over a
transonic wing, in which the shock strongly increases the displacement thickness
(Brandsma & Kuerten 1990). In any case more research is needed to study the
possibly different roles of compressibility in large- and small-scale turbulence.

In this thesis we simulated temporal mixing layers. Spatial simulations are
more realistic than temporal simulations, but require much more computer time.
However, it is feasible to study spatially developing compressible flows with LES.
Even DNS of such flows can soon be performed if the computer capacity continues
to increase. In future research the 3-D spatial compressible mixing layer could
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be simulated, and the standard opinion that spatial and temporal mixing layers
have the essential things in common could be verified.

Although in recent years the knowledge about turbulence has increased and
progress in modelling has been made, much is still unknown about this compli-
cated phenomenon with so many different aspects. Thus, at the end of this thesis
the subject of turbulence looks even more challenging than at the beginning.
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Summary

The Large-Eddy Simulation technique of compressible flows and the effect of
compressibility on mixing layers are the main subjects of this thesis. Direct
Numerical Simulations (DNS) and Large-Eddy Simulations (LES) of the temporal
compressible mixing layer at various Mach and Reynolds numbers have been
conducted to investigate these subjects.

With respect to the LES technique, Large-Eddy Simulations have been per-
formed at convective Mach numbers 0.2, 0.6 and 1.2 and the results have been
compared with filtered DNS-data. It appeared that the dynamic subgrid-models
lead to relatively accurate results compared to the other models tested. The
dynamic approach turned out to yield acceptable results too in LES of a mix-
ing layer that currently cannot be simulated using DNS. Care has to be taken
to ensure that the numerical errors in LES are sufficiently small. It was found
that these errors are usually sufficiently small if the filter width equals twice the
grid-spacing. In addition to modelling the turbulent stress tensor, compressible
LES formally requires the modelling of the subgrid-terms in the energy equation,
which do not occur in incompressible LES. However, the compressible Large-
Eddy Simulations demonstrated that the turbulent stress tensor is the dominant
subgrid-term, even at convective Mach number 1.2. This important subgrid-term
was also investigated from a theoretical point of view and realizability conditions
for this tensor were derived.

Regarding compressibility effects in the mixing layer, shock-waves were found
in the three-dimensional DNS at convective Mach number 1.2. Furthermore, we
have investigated the cause of the mixing layer growth rate reduction with increas-
ing compressibility, using four DNS-databases covering the range of convective
Mach numbers from 0.2 to 1.2. It was found that the growth rate reduction can-
not be explained by the dilatational terms, but rather by the reduced pressure
fluctuations, leading to reduced pressure strain and turbulent production terms.
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