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Abstract

This paper presents a locally and dynamically adaptive residual-based closure model for density stratified incompressible
flows. The method is based on the three-level form of the Variational Multiscale (VMS) modeling paradigm applied to the
system of incompressible Navier—Stokes equations and an energy conservation equation for the relative temperature field. The
velocity, pressure, and relative temperature fields are additively decomposed into overlapping scales which leads to a set of
coupled mixed-field sub-problems for the coarse- and the fine-scales. In the hierarchical application of the VMS method, the
fine-scale velocity and relative temperature fields are further decomposed, leading to a nested system of two-way coupled
fine-scale level-I and level-1I variational subproblems. A direct application of bubble functions approach to the fine-scale
variational equations helps derive fine-scale models that are nonlinear and time dependent. Embedding the derived model
from the level-1I variational equation in the level-I variational equation helps stabilize the convection-dominated mixed-field
thermodynamic subproblem. Locally resolving the unconstrained level-I variational equation yields the residual-based turbulence
model which is a function of the residual of the Euler—Lagrange equations of the conservation of momentum, mass, and energy.
The derived model accommodates forward- and back-scatter of energy and entropy and embeds sub-grid scale physics in the
computable scales of the problem. The steps of the derivation show that it is essential to apply the concept of scale separation
systematically to the coupled system of equations and it is critical to preserve the coupling between flow and thermal phases
in the fine-scale variational equations. The method has been implemented with hexahedral and tetrahedral elements with equal
order interpolations for the velocity, pressure, and temperature fields. Several canonical flow cases are presented that include
Rayleigh—Bénard instability, Rayleigh-Taylor instability, and turbulent plane Couette flow with stable stratification.
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1. Introduction

Stratified incompressible flows are encountered in various natural and engineered fluid flow processes. Examples
include atmospheric boundary layers, oceanic circulations, and geophysical flows. The models for stratified flows
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are comprised of the incompressible Navier—Stokes (NS) equations, coupled with the conservation form of a scalar
field equation, namely, temperature, concentration, or density field. Via Reynolds transport theorem, the conservation
equation for the scalar field is written as a hyperbolic partial differential equation (PDE), where the velocity field
is furnished by the incompressible Navier—Stokes equations. The variation of the induced scalar field is considered
as the Boussinesq buoyancy effect that is embedded in the momentum balance equation. This scalar field in turn
appears in the conservation of momentum equation, and therefore it is called an “active” field [1,2] due to the two-
way coupled nature of the system. For the general class of problems the scalar field can represent the concentration
of chemical constituents in combustion [3], the magnetic field in stellar astrophysics [4], or the temperature field
that triggers stratification in natural water bodies (e.g., lake and ocean), etc. In particular, density stratification is the
dominant physical process in various natural and environmental applications. Natural plumes [5] due to stratification
are widely observed at different scales of space and time, and with different levels of intensities, namely, the
eruptions of volcanoes or the sudden release of carbon dioxide bubbles in the lakes. The studies on phytoplankton
blooms [6] have revealed that the hydrothermal effect plays a vital role in the stimulation of large reproduction
of the microalgae. Another class of environmental flows that involves density stratification is the tropical cyclones
wherein the wind induced ocean circulation has a strong correlation with the intensity of the hurricanes [7]. Apart
from these environmental or geophysical flows, there are industrial applications of stratification in the storage of
heat energy [8]. Consequently, a robust computational model is needed to not only understand the role of density
stratification in physical processes, including the production and dissipation of turbulence [9-11], but also in the
design of energy-efficient devices.

Numerical methods for simulation of stratified turbulence can be classified as Reynolds-Averaged Navier—
Stokes (RANS), large-eddy simulations (LES), and direct numerical simulation (DNS) [12]. LES [1] emerges as
a method of choice because of its enhanced accuracy with respect to RANS and its lower cost as compared to
DNS, thereby providing a balance between accuracy and computational cost. The closure problem (i.e., the gap
between filtered and unfiltered nonlinear convection) for stratified flows is more involved than that in the case
of isothermal incompressible flows due to the additional nonlinear convection term in the conservation of energy
equation. Besides, stratified turbulence also results in anisotropy at the small-scale level, which has been investigated
in the literature via DNS techniques [13—15]. Therefore, isothermal LES models for stratified turbulence need to
locally adapt in space and in time to address the anisotropy in the unresolved scales. The dynamic strategy to
determine turbulence viscosity, first proposed in [16] for isothermal flows, has been utilized in the modeling of LES
of stratified turbulence [17-19]. In this context, adaptive local deconvolution method (ALDM) [18] to construct an
efficient scheme for implicit LES, and investigations on appropriate filter scales to capture the fundamental features
in stratified turbulence [17] have been pursued. In these works it has been shown that the dynamic strategy can
result in a negative value of the Smagorinsky coefficient that may eventually lead to instability in the solution [20].
Another approach has been to use the renormalization group (RNG) theory [21] to derive the turbulent viscosity
and diffusivity, and it has been extended from isothermal flows [22] to turbulent thermal convection [23].

Apart from the LES models that are based on the turbulent viscosity, the Variational Multiscale (VMS)
framework [24-37] provides an alternate approach to the modeling of turbulence that does not rely on any
assumptions on the structure of the unresolved scales. A comprehensive literature review of the VMS method for
incompressible turbulent flows is presented in [38]. Recently, the VMS method has been used for the coupled system
of incompressible NS equations with an active scalar field [39-43], including stratified turbulence [41], thermal
convection [39,42] and particle-laden flows [40,43]. In [40,41] a fine-scale model is presented by modifying the
coupling provided by the fine-scale inertia while the advection and diffusion of fine-scale velocity and temperature
are left uncoupled. An incompressible turbulence model is directly used in [39] for thermal convection.

In the context of the VMS framework, there are two major classes of fine-scale modeling methods: the Green’s
function method [24,25,36,39—41], and the bubble functions method [26,27,33,37,44]. The latter method locally
resolves the transient linearized fine-scale sub-problems as a function of the residuals at the preceding levels, and
is therefore suitable for the extension of turbulence models to account for local anisotropy in the flow physics.
In the present work, a residual-based turbulence model is derived by exploiting the notion of multi-level fine-
scale modeling [26,27,34,37,44,45] and VMS method for coupled systems [46,47], which results in a fully-coupled
turbulence model for stratified turbulent flows. A significant contribution of the present work is that it presents
a systematic procedure for applying residual-based ideas to coupled fine-scale variational formulations, while
preserving the coupling between flow and thermal phases at the fine scales.
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An outline of the paper is as follows. The coupled system of equations for incompressible fluids with density
stratification is presented in Section 2. The multiscale weak form that is derived via hierarchical application of the
notion of splitting of scales to the coupled system of equations is presented in Section 3. In Section 4, the fine-
scale variational structure is exploited via direct application of the bubble functions approach to derive closed-form
expressions for the fine-scale fields that serve as the closure model for stratified turbulence. The fine-scale fields
are embedded in the global or coarse-scale variational form and it results in a large-eddy simulation method that is
endowed with a locally and dynamically adaptive closure model. Section 5 presents a set of numerical test cases
to validate the proposed method and to show its application to a range of density stratified incompressible flow
problems. Conclusions are drawn in Section 6.

2. Boussinesq approximation for incompressible flow with density stratification

2.1. Strong form

The influence of the spatio-temporally varying active scalar field (e.g., temperature) 7 (x,¢) leads to spatio-
temporal change in the density p(x, ). In the context of incompressible Newtonian fluids, the effect of density
variation is accounted for by introducing a buoyancy force to the momentum balance equation, while the continuity
equation takes the form of incompressibility condition. An applied thermal gradient and a local heat source serve
as the driving mechanisms for the thermal phase. The equations for density-stratified flows, also known as the
Boussinesq equations [48], can be written in an open bounded region {2 C R"s¢ as follows

u,4+u-Vu=-Vp+V. (ZVVSu) —gBo+ f, in 2x1]0,T[ (1)
V.-u=0 in £2x]0,T[ 2)
0,4u-VO—V-@V0) =f in 2x10,T[ 3)

where n,, is the number of space dimensions; # and p are the velocity and kinematic pressure fields, respectively;
0 = T — Ty is the relative temperature field, T is absolute temperature and Tj is the reference temperature; v is the
kinematic viscosity of the fluid, B is the thermal expansion coefficient, g is the gravitational acceleration vector,
« is thermal diffusivity; f, is the non-gravitational body force, and f is the heat source/sink. u , = du /9t and
0, = 06/0t are the time rate of change of velocity and temperature fields, respectively; V* = % (V + VT) is the
symmetric gradient operator. Eq. (1) is the momentum balance equation with a body force that accounts for the
thermal effects, Eq. (2) is the continuity equation that enforces the incompressibility condition, and Eq. (3) is the
energy conservation equation written in the form of convection—diffusion of the relative temperature field.

The initial conditions in the domain {2 and boundary conditions on the piecewise smooth domain boundary
I' =912 are:

u(x,0) =up(x) in 2 x {0} 4)

O(x,0) =6p(x) in £ x {0} 6)

u(x,t)=g, on I} x]0,T[ (6)

6(x.)=gp on I} x]0,T[ (7)
o0-n=QvVu—pl)-n=hy on I'Mx10,T[ (8)
¢-n=aVh-n=hr on I}Fx10,T[ ©)

where u and 6 are the initial conditions for velocity and relative temperature fields, respectively; g,, and gg are
the Dirichlet boundary conditions for the mechanical and thermal phases; k), and iy are the Neumann boundary
conditions for mechanical and thermal phases, respectively. From the perspective of the physics of the problem, g,
and gg are the prescribed velocities and temperature fields at the boundary, while ky, and hp are the prescribed
tractions and thermal fluxes. ¢ is the total stress in the fluid and ¢ is the heat flux at the boundary. n is the unit
normal vector at the boundary I'. Specifically, these boundaries satisfy the following conditions: FgM NIrM =g,
F;”ul}f”:]ﬂ, Ffﬂﬂf:@andeUFhEzf.
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Remark 1. In some presentations of the equations for stratified flows [18,23,48] with a known background
temperature gradient (e.g., ‘;—Z), the relative temperature field 8 is decomposed into fi—Zz and the variation of
temperature 6, such that § = 6— %z. The form of the momentum balance equation (Eq. (1)) still remains unchanged
since the Boussinesq buoyancy corresponding to the former part can be absorbed in the pressure term. However,
this decomposition leads to an additional term (e.g., —%uﬁ in Eq. (3). The residual-based turbulence model being

proposed can also be naturally extended to this form of the governing system of equations.
2.2. Standard weak form
Let w(x) e W = (HOI(.Q))"”’, qg(x) € Q=C'(DNL*N) and n(x) e H = HOI(Q) be the weighting functions

for velocity u, kinematic pressure p, and relative temperature 6 fields. The standard weak form of the problem is:
Find V= (u, p,0) € W, x Q; x H;, such that, VW = (w,q,n) e W x Q x H

(w, u,,) + (w,u-Vu) + (Vw, ZVVSu) —(V-w,p)+ (w, gﬂ@) = (w, hM)Fé"’ + (w, fb) (10)
(q,V-u)=0 (11)
(,0,)+ @, u-V0)+(Vn,aVe) = (n, he)rr + O, f) (12)

where W,, Q, and H, are the time-dependent counterparts of the spaces of weighting functions, respectively; and
(,)= f o(d {2 denotes the L,(§2) — inner product. The boundary terms on the right hand side (RHS) of Egs. (10)
and (12) are derived from divergence theorem and applying Neumann boundary conditions Egs. (8) and (9).

2.3. Residual form

For brevity of discussion on the derivation of the turbulence model, we define the residuals of the governing
equations in the strong form as

ruy(u,p,0)=u,+u-Vu+Vp—-V- (ZVVSu) +gB6—f, (13a)
rc(u)=V -u (13b)
re(u,0)=0,+u-vV6 —V.(aVo)— f (13¢)

and the residuals of weak form as

Ry(w;u, p,0) = By(w; u, p,0)+ Ty(w; u; u) — Ly (w) (14a)
Rc(q; u) = Bc(q; u) (14b)
Re(n;u,0) = Be(n; u, 0) + Te(n; u; 0) — Lg(n) (14¢)

The subscript (+)y, (+)c and (+)g denotes the momentum balance, mass conservation and energy conservation,
respectively. Linear forms Ly (w) and Lg(n), bilinear forms By, B¢ and Bg and trilinear forms Ty, and Ty are
defined as follows

Ly (w) = (w, hyy) o + (w. f) (152)

Le() = (. he)pe + (1, f) (15b)
By(wiu, p,0) = (w,u,)+ (Vw,2vV°u) — (V- w, p) + (w, gB0) (15¢)
Be(qiu) =(q,V -u) (15d)
Be(n;0) = (n,0,) + (Vn, a V) (15¢)
Ty(w; u; v) = (w, u- Vo) (15f)
Te(m; u; 0) = (n,u- Vo) (15g)

Employing the definition of residuals and bilinear forms, a concise representation of the Galerkin weak form in
Egs. (10)—(12) is written as follows

Ry(w;u, p,0)+ Rc(q; u) + Rg(n;u,0) =0 (16)
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2.4. Closure problem for density-stratified flows

Compared to the isothermal incompressible flows, there is one more nonlinear convection term u - V6 that
appears in the strong form Eq. (3) and weak form Eq. (12) of energy conservation equation. In the context of the
conventional LES models, the gap between filtered and unfiltered nonlinear convection terms (i.e., # - VO in Eq. (3)
and u - Vu in Eq. (1)) needs to be closed, which is also known as the “closure problem”. Employing the VMS
method for the system of weak forms, in the following sections we describe the steps involved in the derivation of
the fully coupled residual-based turbulence model for density-stratified flows.

3. The variational multiscale method

An earlier work of the senior author adopted two-level scale split [33] to develop residual-based turbulence model,
where the so-called div-stabilization term [49] was added to ensure mass conservation at the global level. This
however required the stability parameter for this term to be designed based on the derived stability tensor [25,33].
In a subsequent work [26], three-level VMS approach of Masud and Franca [45] was adopted for the Navier—Stokes
equations wherein split of pressure field into coarse- and fine-scale pressure resulted in a formulation where solution
of the fine-scale continuity equation naturally yielded the div-stabilization term. In addition, it also resulted in a
clean expression for the corresponding stability parameter.

Following along these lines, the derivation of the method in the present work for density-stratified incompressible
fluids is carried out using the hierarchical variational framework. It involves functionals with certain restrictions on
the admissible spaces of functions that are dictated by the type of the differential operators as well as the boundary
and/or constraint conditions. A hierarchical splitting of scales results in a mathematical form that is free of the
restriction on the spaces of functions employed for the various fine-scale fields. Consequently, steps involved in the
derivation of the method, and the expression for the structure of the stability tensor, are agnostic to the type and
order of the shape functions that are employed for approximating the coarse-scale as well as the fine-scale fields.
This generality is essential to establish a formal equivalence between the strong and weak forms of the problem
and to show variational consistency of the method which ensures that the exact solution also satisfies the weak or
the variational form.

3.1. Variational multiscale decomposition

We discretize the bounded domain 2 into ¢! non-overlapping element subdomains £2¢ with boundary I = 32,

where e = 1,2, ..., n%. The union of element interiors is defined as 2’ = Ugd I'¢\ 2. We introduce the additive
decomposition of the unknown fields (u, p, #) and their corresponding weighting functions (w, ¢, 1) as follows.

Additively decomposed solution fields
ux,t)=u(x,t)+u'(x,1)
p(x,t) = p(x, 1)+ p'(x, 1) (17)
O(x, 1) =0(x,1)+60'(x,1)

Additively decomposed weighting functions
w(x) = w(x) + w'(x)
q(x) = q(x) +q'(x) (18)
n(x) = i(x) +n'(x)

For nonlinear fields this decomposition is to be viewed in the sense of projection. Furthermore, to make the

definition of the appropriate spaces of functions precise, V = {&t, p,0} € W, x Q, x H, and V' = {u/, p',0'} €
W, x Q; xH;. The corresponding weighting function spaces are the time independent spaces such that W = Wew',
0=0@Q andH=HoH.

By substituting the additively decomposed weighting functions defined in Eq. (18) in the standard Galerkin weak
form Eq. (16), we have

Ry(w+w;u,p,0)+Rc(@+q;u)+Re(+n';u,0)=0 (19)
5
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Coarse scales )
_ = Sub-grid scales v/, p’, ¢’
u,p,0

> |K|

Fig. 1. Two-level scale decomposition along the wave number axis.

Because of the linearity of the additively decomposed weighting functions in Eq. (18), we can split the weak form
Eq. (19) into coarse- and fine-scale sub-problems as follows,
Coarse-scale problem

Ry(w; u, p,0)+ Rc(q;u)+ Re(n; u, 0) =0 (20)
Fine-scale problem

Ry(w'su, p,0)+ Re(q'su)+ Re(n'su,0) =0 (1)

Remark 2. In the context of VMS framework, the basis functions for the coarse-scale trial solutions and weighting
functions are viewed as filters or projectors in the conventional LES formulation. Fig. 1 shows the split of scales
along the wave number axis |k|.

3.2. Re-organization of the coarse-scale sub-problem

The modeling strategy in Variational Multiscale framework is to extract the fine-scale fields [u’, p’, 6] from
fine-scale variational formulation Eq. (21). Subsequently, it is embedded in the coarse-scale formulation Eq. (20)
that gives rise to a multiscale weak form with fully embedded VMS-based closure model.

We substitute the additively split trial solutions defined in Eq. (17) in the coarse-scale sub-problem Eq. (20).

Ry(wia+u',p+p,0+0)+Rc(g;a+u)+Re(i;u+u',0+6)=0 (22)

The coarse-scale variational equation in Eq. (22) is expanded out, and the resulting terms are rearranged as follows:

BS (W, V) + T"™MS(W; V; V) + TS (W V/; V) = LE(W) (23)

where BOY(W; V) are the bilinear-form terms that are fully represented in terms of coarse-scale fields (i.e., Galerkin
terms), TVMS(W; V; V') are the trilinear-form terms that linearly depend on the fine-scale trial solution, and
TUES(W; V'; V') are the trilinear-form terms that nonlinearly depend on the fine-scale fields. These terms are
expressed as

BONW; V) =By (w; i, p, 0) + Ty (w; it; &) + Bc(q; @) + Be(if; 0) + Te(i; i; 6) (24a)
TY™MS(W; V; V') =By (w; u', p', 0') + Ty (w; it; u') + Ty (w; u'; @) + Be(G; u')

+ Bp(i3; 0') + Te(i; u; 0) + Tp(ij; u'; 0) (24b)

TYSW; V5 V) =Ty (s u's w') + Te(i; 5 0) (24c)

L%(W) =Ly(w) + Lg(n) (24d)

4. Variational derivation of the closure model

This section presents a systematic procedure for the derivation of the closure model for density-stratified
incompressible flows. This derivation relies on consistent linearization of the fine-scale problems, localizing the
fine-scale problems to the sum of element interiors, locally resolving for the velocity, pressure and temperature
fields at the virtual nodes, and subsequently, re-constructing the element-wise solution fields that constitute the
closure model. The model is then embedded in the system of coarse-level variational equations (Eq. (23)). The

6
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Computationally |
resolved scales - Eq. (56)

Coarse scales

Variational projection:
- Stabilization of coarse
scale problem
- Turbulence model
-Sec. 4.3

Fine scales level I
- Full mixed field problem
- Fully time dependent

Variational projection:
- Stabilization of fine
scales level I problem
- Sec. 4.4

Modeled scales

Fine scales level 11
- Mixed field problem
- Fully time dependent
- Eq. (35)

Fig. 2. Schematic diagram of the computed and model scales in the VMS framework.

fine-scale problems summarized in Eq. (21) nevertheless pose the same challenges as the coarse-scale problems,
namely, (i) closure problem in the nonlinear convection terms, (ii) restriction imposed by the inf-sup condition on the
permissible interpolation functions employed in the mixed formulation, and (iii) numerical instability arising due to
the convection of fine-scale velocity u’ and relative temperature 6’ fields. The first issue is addressed via consistent
linearization of the equation, and the second and third issues are resolved through a hierarchical application of
VMS idea that results in a nested system of subgrid scale equations that are connected via residuals from the
preceding level of scales, as shown in Fig. 2. In the proposed method, the coarse-scale fields are approximated
via standard finite element function spaces while the fine-scale fields are approximated with polynomial functions
that are independent of the basis-functions employed at the coarse-scale level. These polynomials at the fine scale
level also satisfy the property of an interpolation function, assuming a value of 1.0 in the natural coordinates for
the internal node and becoming zero at all other nodes. The location of this point in the natural coordinates when
projected onto the physical element serves as the position of the virtual node. Since this node is internal to the
element, the element level problem can be resolved locally in a variational and analytical context for the coefficients
of the fine fields at the virtual node. The analytical expression for the fine-scale solution over element interiors is
reconstructed via expansion through the fine-scale functions. This procedure provides some modeling options that
can be exploited to simplify the derived expression of the fine scale model and write it in an easy to comprehend form
as a function of the residual of element level coarse-scale fields. This step not only yields an analytical expression
for the so-called stability tensor, but it also results in economizing the cost of computation of the stability tensor.

4.1. Linearization of the fine-scale problems

The fine-scale problems summarized in Eq. (21) constitute a mixed nonlinear coupled system. The linearization
operator is defined as follows.

_ d _
II(Rw'.q',n'sa.u',p,p.,0,0)) = - (Rw',q'.n's u+edu', p+edp’, 0 + &80")) (25)
e
Applying this linearization operator to Eq. (21), keeping all the linear terms in the expansion, and grouping the linear
terms in the rgsidual forms of conservation of momentum, mass and energy as £ (RM(w/; u,p, 9_)), £ (Rc(q/; it)),
£ (Re(n'; u, 0)), respectively, we get the following form.
Ry(w'su, p,0)+ Re(q's u) + Re(n's u, 0)
=Ry(w'sa,p,0)+ Re(q';u)+ Re(n'; 4, 0) + £ (RM(w/; u,p, 9_)) +£ (RC(CI/; l_l)) +£ (RE(W/; u, 9_)) (26)
7
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Employing the bilinear and trilinear operators defined in Eq. (15), the residual form is rearranged into a
residual-driven form as follows

By (w'; su', 8p’, 80") + Ty (w'; m; Su') + Ty (w'; Su'; a)
+Bc(q'; $u') + Be(n'; 86") + Te(n's a5 86") + Te(n'; Su’; 6) 27)
=—w',rum)—(q',7c) — (', 7E)
where 7y = ry(it, p,0), ic = rc(it), and 7g = rg(it, 0) are the residuals of the Euler—Lagrange equations of the
coarse-scale system of conservation of momentum, mass, and energy, respectively.

Remark 3. The linearization process in Eq. (25) eliminates the fine-fine convective term (w’, - Vu') and fine—fine
flux (n’, w’ - V@') in a variationally consistent manner, while it preserves the coupling between the mechanical and
thermal phases. In the earlier work of the senior author on the derivation of an isothermal incompressible turbulence
model [26], a similar treatment was adopted.

Remark 4. To keep the presentation simple and clear, hereon, the notation § is dropped from the terms containing
perturbed fine scales.

4.2. Multiscale decomposition of the fine scales

In Section 3.1, we applied VMS split to the primary fields in the coupled system of equations that is comprised
of velocity, pressure, and relative temperature fields. This resulted in a fine-scale system of coupled equations
(i.e., Eq. (21)). Since the fine-scale problem is in turn a mixed field problem, therefore locally resolving this system
to extract a model for the fine-scale fields still requires that the inf-sup restriction on the admissible functions,
imposed by the celebrated Babuska—Brezzi (BB) condition, be satisfied. A well-established attribute of the stabilized
methods is that they render the discrete formulations free from the restriction imposed by the BB condition, thereby
making it convenient to approximate the fields via simpler, and preferably equal-order interpolation functions.
Therefore, being able to write the fine-scale problem as a stabilized nonlinear problem would help in extracting
the fine-scale model. With this objective of developing a stabilized method at the fine-scale variational level, we
proceed with a hierarchical application of the VMS ideas [45] and carry out another split of scales.

In earlier works by the senior author [32,50], it was shown that it may not be necessary to perform scale split for
every unknown field in the system to develop the stabilized method. Accordingly, we proceed with splitting only
the fine-scale velocity and temperature fields into a set of further finer levels of scales. The rationale to include the
temperature field in the subsequent split is that energy conservation equation (i.e., Eq. (3)) is a hyperbolic equation
and consequently its fine-scale counterpart requires appropriate stabilization. However, we do not require a further
split of the fine-scale pressure. Reason is that localizing the fine-scale fields to element interiors and assuming the
fine-scale velocity field to satisfy the Dirichlet boundary condition locally over the element domains results in mass
conservation at the fine-scale level, f ge Vu df = f el n dI" = 0. Therefore, further constraint on conservation
of mass via split of the pressure field is not needed. Consequently, the structure of the stability tensor contains
the basis functions of the fine-scale velocity and temperature fields. Substituting the modeled fine-scale level-II
field in the fine-scale level-I problem results in a stabilized fine-scale equation, and therefore the system is free
of the restrictions imposed on the admissible spaces of fine-scale basis functions. This flexibility helps in using
simple fine-scale basis functions to expand the fields, which facilitates the extracting of analytical expressions for
the fine-scale models.

We decompose the fine-scale trial solutions and weighting functions for u’ and 6’ into fine-scale level-I and
fine-scale level-1I. Accordingly, we define the appropriate fine-scale spaces for the velocity and temperature fields
such that W' = W/@W]; and H' = H;@H};. With this decomposition made precise, we now have {u], 6/} € W, xH;
and {uy, 6/} € Wy x Hy;.

w(x,t)=uy(x, 1)+ ugy(x, ) 0'(x,1) =0{(x,1)+ O(x, 1) (28)

w'(x) = wi(x) + wi(x) n'(x) = ni(x) + nj(x) (29)
8
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Fig. 3. Three-level scale decomposition along the wave number axis |k|.
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Fig. 4. Schematic diagram of hierarchical separation of scales and bottom-up development of the closure model.

Such a decomposition of fine-scale fields can also be presented in the spectral space, as shown in Fig. 3.
By segregating the terms in the weighting function slot corresponding to the two levels in the fine-scale, we
obtain the fine-scale level-I and fine-scale level-II sub-problems.
Fine-Scale Level-1
By(wy ', p', 0) + Ty(wis it u') + Ty (wy; w's i)
+Bc(q'; w) + Be(ng; 0)) + Tenys @ 0') + Te(ng; w5 0) (30)
= _(Wi, FM) - (q/s fC) - (77{7 fE)

Fine-Scale Level-11
By(wys ', p', 0") + Ty(wips @ u') + Ta(wy; w's i) a1
+Be(ny; 0) + Te(ny; @5 0") + Te(ngs w'; 6) = —(wyy, Far) — (nyy, )

Our aim is to extract the solution of fine-scale level-II velocity uj; and temperature 07, fields by locally resolving
Eq. (31). These analytical expressions will then be substituted in the fine-scale level-I variational form Eq. (30) and
will result in a stabilized formulation for the fine-scale problems. Fig. 4 shows the hierarchical decomposition of
scales and the subsequent rebuilding of the fine-scale models that are sequentially embedded in the preceding level
variational forms.

Remark 5. The effect of splitting the velocity and not the pressure field is that it results in enriching only the
velocity degrees of freedom, which is attractive from the perspective of the notion of the ratio of constraint count,
i.e., the ratio of the velocity to the pressure degrees of freedom [51].

9
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4.3. Deriving the model for the fine-scale level-II fields

To make the problems tractable, we make an assumption that the fine-scale fields vanish at the element
boundaries.
=0 p=0 =0 on I (32)
w=0 ¢g=0 =0 on I (33)
We rearrange the fine-scale terms in Eq. (31) by separating the fine-scale trial solutions that belong to level-II from
those at level-I.
Bu(wyg; uyy, 0, 0p) + Tag(wyps it uyy) + Ty (wiys wyys i)
+ BE(nh; 91/1) + TE(nh; u; 91/1) + TE(’?iﬁ uiI; 0)
= — By(wy; up, p', 0)) — Ty(wiy; w5 uy) — Ty(wyy; uy; )

— Be(nyy; 0) — Te(ny; @3 6)) — Te(nys up; 0) — (wyp, rar) — (i, 7E)

(34)

The RHS of the rearranged fine-scale level-II weak form Eq. (34) can be written in the residual-driven form.
By (wys uy, 0, 04) + Tar(wyg; i uyy) + Ty (wyys ey i)
+Be(ny; On) + Te(nys @: 6) + Teiygs uy; 6) (35
= _(w;Ivr,]l/[_'_'_‘M)_(n;Ivr%—i_fE)
where 7/, is the residual of the Euler—Lagrange equations of the linearized fine-scale level-I for the conservation of

momentum, while r};, is the residual of the Euler-Lagrange equation of the linearized fine-scale level-I conservation
of energy. The expressions for r’, and r are as follows

ry=ui,+u-Vuj+u-Va+Vp — V.- QuVuy) — gpo]

/ / ~ ’ i n ’ (36)
rg =0, +u-Voé+u-Ve —V-(aVo)

At this point we introduce the notion of bubble functions to expand the fine-scale fields at level-II. These
functions, by their definition, vanish at element boundaries and therefore satisfy the assumptions inherent in Egs. (32)
and (33). The interpolation of fine-scale level-II trial solutions and weighting functions are therefore written as
follows

uy = byuy;  and 6 = byby 37)
wy = bywy  and  ny = by (38)

where the superscript (+)¢ in Eqs. (37) and (38) denotes the element-wise quantity. For integration in time, we have
employed the generalized-o method [52] for the first-order system, where the inertial term is evaluated at n + o,
while other terms are evaluated at n + oy over a time-step from time level n to n + 1. By applying the spatial
discretization in Eqs. (37) and (38) to Eq. (35), we arrive at a linear system

e, [ 1] J[4] o]
—M i +arK = —arR 39)
Y P T I e+

where M, = (b°, b)14x4 is the mass matrix of the linear system, and Ry = (b}, 1)14x4 is the matrix comprised
of bubble functions, which multiplies the set of residual vectors to yield the out of balance force vector for the

evolution of fine scales. The stiffness matrix Kp; is defined as follows

’ ’ / /

K“’u“u K"’u(’u

Ky=|"1, 0 o (40)
K"H“H K”II )|

I I
/ /
where K" = K& (b%) and includes the cross-scale advection, skew advection and symmetric diffusion. This
in fact constitutes the standard discrete sub-system for the linearized Navier—Stokes equations that is derived in

. o . e .
our earlier work [32,46]. K" = K} (b%) represents the cross-scale advection—diffusion terms in the thermal

10
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! ’
wy

phase and is form identical to our earlier work in [46,53]. The coupling terms (i.e., Ky =K g;?/(bfl) and
K?I“"“ = K g:l,(bfl)) of the mechanical phase and the thermal phase also appear in the fine-scale problems.

Consequently, a full (n,; + 1) X (nyg + 1) matrix is derived from the discretized linear system in Eq. (39). Hereon,
the fine-scale level-II velocity and temperature fields are written in terms of the residuals of the conservation laws
at the preceding levels.

a] _ e [k _ o [rut i
ot =[5 = [ @

where 1’ represents a local variational projector that maps the solution from the smallest scales (i.e., level-II) to the
next larger scales (i.e., level-I). The derived expression of 7’ is

~1
o
"=bi | —2-M,+K}) R 42
T H(afyAt nt II) I (42)

Remark 6. Further details on the structure of 7’ that can help the interested reader to implement the method are
provided in Appendix A.l.

Remark 7. The time-dependent terms (-), and their time derivative d(-),/d¢ for the level-II fine-scale fields are
neglected (i.e., (+), = 0 and 9(+), /9t = 0). For a generic time-dependent field (-), the temporal discretization via
the generalized-o method can be written as

@ _(')n+l - (')n Y — 1@ _ L(.)

ot lnt1 — yAr vy ot yAr "
O, 90 VNGO LI (43)
ot ln+an =%m ot In+1 (I =am) dat In o )/At( e

(')|n+af :af(.)|n+l + (1 - af)(.)|n = Olf(.)|n+1

The value of parameters «,, oy and y that ensure the unconditional stability of the algorithm are determined by
the parameter po, [52].

Remark 8. To address the issue of orthogonality of standard bubble function and its derivatives, the weighting
part of the advection term in Eq. (40) is enriched with advection bubble, as suggested in senior author’s earlier
work [32,53].

Remark 9. The fine-scale level-II fields are fully cognizant of the residuals at the preceding coarse levels, and these
effects are fully embedded in the models for [z}, GfI]T as derived in Eq. (41).

4.4. Derivation of the closure model

4.4.1. Stabilized fine-scale level-I weak form

To embed the derived fine-scale level-II fields, we first expand the terms in the fine-scale level-I equation
(Eq. (30)) by substituting the additively decomposed form Eq. (28). We then group the terms with respect to the
two levels in the trial solution slot, which yields

B W VD + TYMS (Wi vip = LYSW' V) (44)
where BS represents the Galerkin terms that encompass the fine-scale level-I solution fields, T,YM3 constitutes the
terms that depend on the fine-scale level-1I fields, and it is here that the fine-scale level-II solution from Eq. (41)
is substituted. LI}HS represents the terms that depend on the coarse-scale solution fields. The expressions for these
terms are

BN W; Vi) =By(w); ul, p', 6)) + T (wi; w; up) + Tog(wi; up; @)
+ Be(q's up) + Be(ngs 0)) + Te(ngs w5 6p) + Te(ngs uy; ) (45)
11
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TYMS(Wi; Vi) =Bu(wy; uyy, 0, 00) + Ty (wi; it; uyy) + Tog(w); uiys it)

+ Be(n; 6p) + Te(np: @; 64) 4+ Te(ny: uyy; 6) (46)
LYW V) = — (wi, Fy) = (g’ Fe) — (1, i) 47)
By applying divergence theorem to 7,"MS, we have

TS Wi Vi = ([ xe] [, 051" (48)

where weighting functions x, and yj are comprised of the various terms that depends on the fine-scale level-II
solution in Eq. (46), and are given as follows,

Xy=—i-Vwi+w, -Via—v(V(V-w)+ Aw) —V-q' + V'8 (49a)
Xp =B&-wp—u- Vi —aln (49b)

We now substitute the fine-scale level-II solution from Eq. (41) in Eq. (48) and take the residual of the coarse-scale
Euler-Lagrange equation to the RHS of Eq. (44). The resulting stabilized fine-scale level-I weak form is written as
follows

B W5 VD) = ([ xE] 75 [y rg1") = LIPSOV V) = ([ ] 5 [y ) (50)

4.4.2. Solution of fine-scale level-1

The L.H.S. of Eq. (50) depends on the fine-scale level-I trial solutions only, and this is a consequence of the
variationally derived models for [uf;, ;17 that are written in terms of the residuals at level-I as shown in Eq. (41).
We now locally resolve Eq. (50) to derive analytical expressions for [uf, p’, 6{]” in a residual form, as shown on the
R.H.S. of Eq. (50). We employ bubble functions b{ to interpolate [u], p’, 6;]" and their corresponding weighting
functions [w], ¢’, n1” as

[up, p', 01" = b¢luy, p, 61" and [w, ¢’ nj]" = b¢[wie, ¢, nil” (51

It is important to note that bubble function by is linearly independent of the function bf; in Egs. (28) and (29). We
apply the generalized-o method to discretize the system in time. To simplify the equations, we drop the time history
terms and employing Eq. (51), the stabilized fine-scale level-I weak form Eq. (50) can be written in an element-wise
matrix form as

o, uf I_‘M
Y o Fr

where M is the mass matrix of fine-scale level-I, K7 is the stiffness matrix, and R; is the RHS matrix. Locally
solving Eq. (52) over the element interiors with an appropriate time integration scheme gives the coefficients for
[y, p’, 0/°1" at the virtual nodes. We can reconstruct the fine-scale fields by multiplying with the bubble function.
The fine-scale level-I represents the closure model for the fine-scales where physics from higher modes (i.e., finer
scales) has been embedded via nesting through the hierarchical residuals. We denote the solution of the fine-scale
system in Eq. (52) as

u u; uf ry
pl=|p|=b|p°|=-bt|rc (53)
0’ o /¢ rE
where T projects fine-scale physics from sub-grid scales to the resolved scales, viz.,
o —1
T = b “—M,+K;) R, 54
! <Ol At A ) ! (54)

Remark 10. The structure of 7 along with the algorithmic detail for its numerical implementation are provided in
Appendix A.2.
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4.5. Residual-based turbulence model

We recall the coarse-scale problem defined in Eq. (23), substitute the scale decomposition of the trial solutions,
and write out the terms

(w,@,)+ (@, @ Vi) + (V,20V'a) — (V- o, p) + (w, §60) (55a)
+(@.V-u) (55b)
+@@,0,)+ (G, u-VO) + (Vij, aVO) (55¢)
+ @, u')+ @, a-Vu')+ @, u' - Vi) + (Vw, 20V'u') + (. V - u) (55d)
- (V-w,p') (55¢)
+ @, 0') + (i, i - VO') + (Vij, aVO') (55f)
+ (w, gB) + (7, u"- VO) (559)
+ W, u' - Vu')+ (7, u - V) =0 (55h)

The description of these terms is as follows: (i) the terms in Eq. (55a) constitute the coarse-scale Galerkin form
of the momentum balance equation Ry (w; u, p, ), (ii) the term in Eq. (55b) is the coarse-scale Galerkin form
of the continuity equation R¢(g; u), (iii) the terms in Eq. (55¢c) are the coarse-scale Galerkin form of the energy
conservation equation R(i; it, 0), (iv) the terms in Eq. (55d) are VMS terms from the mechanical phase (and these
terms are grouped as (), ') via integration by parts), (v) Eq. (55¢) is the VMS term with respect to fine-scale
pressure p’ (and it encompasses the so-called div-stabilization), (vi) the terms in Eq. (55f) are the VMS terms
from thermal phase (and we can rewrite them as (xg, 6')), (vii) the terms in Eq. (55g) represent the inter-scale and
inter-phase coupling, namely, the effect of fine-scale temperature on the coarse-scale mechanical phase, and the
effect of fine-scale velocity on the coarse-scale thermal phase, and (viii) the terms in Eq. (55h) are higher-order
fine scale convection terms.

Remark 11. In Egs. (55d) and (55f), we have dropped (w, u’;) and (7, &',) because fine-scale dynamic effects have
been implicitly represented via embedding of fine-scale models in the coarse-scale variational equation. This also
helps simplify numerical solution algorithm for the coarse-scale formulation, while still maintaining the dependency
of the stability tensor on the time-evolving fine scales.

The residual-based turbulence formulation can be written in a concise form as:

Ry(w; @, p,0) + Re(G; ) + Re(if; i1, 0)

56
+(XMau,)_(v'va/)+(XE’9/)+(wsu/'Vu/)+(ﬁau/'ve/)=0 ( )

where the closure model [u’, p’, 617 is derived in Eq. (53). The weighting functions x,, and yp that correspond
to the stabilization terms are written as

Ay=—i-Vo+w -Via—vV(V-w)+Aw)—V-g+7-V'0 57

xe=—u-Vi—vAj+w-gp

The derivation of the weak form with embedded turbulence model in Eq. (56) is based on hierarchical decomposition
as shown in Fig. 2. Subsequently, the development of the closure model is based on variational embedding as shown
in Fig. 4. The algorithmic form of the proposed residual-based turbulence model for density-stratified incompressible
flows is presented in Algorithm 1.

5. Numerical tests

The performance of the proposed turbulence model for stratified turbulent flows is evaluated on canonical test
cases for which an extensive database of published DNS and LES results is available for quantitative comparison.
These include the well-known thermal instabilities, namely, the Rayleigh—Bénard instability and the Rayleigh—Taylor
instability. Also presented is the case of stratified plane turbulent flow. These problem classes cover a range of
physics of flows and account for various combinations of the boundary conditions.

13
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Algorithm 1: The proposed residual-based turbulence model in the algorithmic form within one time-step.

input : ", p", 6", (u,)", (6,)" from time-step n
1 Start the loop of time-step n + 1,
2 Initialize the iteration counter: i < 0;
3 Predictors: u/™' = u"; pit = ph 0"t = 0" (w )t = V74(u7t)”; @t = ”7_1(9,,)";
4 Compute the initial residual Ry = || Rf“ ||2 following Eq. (22);
s while | R/, > tol - Ry do
6 Compute the stability tensor r;'”“] for the fine-scale level-1 by solving Eq. (42);
7 Compute the stability tensor t;’“ for the coarse-scale by solving Eq. (54);
8 Following Eq. (22), compute the consistent tangent K f’“ and the residual R?“ to form the algebraic
system K/ [Au/t Aprtt A0 T = R
9 Solve the linearized system;
10 | Update solution fields: u/| = u™" + Aul™'; pit! = pi*™h + Apit! 011! = 0"“ + Aot
1 Update transient fields: (u,,);'jr"ll = (u,,)l’-”rl + AIA 't (Gt)ﬁll = (9,,);“”1 ——(Ab; )’Z+1
12 Update the iterator: i <—i + 1 ;
13 end
output: u"*!, p"t1 9"+ (u Y, (6,)"*! of current time-step n + 1

yAt

5.1. Code development and solution procedure

The proposed turbulence model is implemented in an in-house finite-element program. The parallel version for
distributed-memory computing is based on the message-passing interface (MPI) that is enabled via the open-source
package PETSc [54]. Variational consistency of the model results in quadratic convergence in the nonlinear solution
loop within each time-step of the generalized-o method. The tolerance criterion for the relative L, norm of the initial
residual is set as 107°. We employ the generalized minimal residual algorithm (GMRES) together with the block
Jacobi preconditioner to solve the discretized linearized system in each iteration within the Newton—Raphson loop.
The relative and the absolute tolerances for the iterative solver are both set as 107!, The algorithmic form of the
solution procedure employing the proposed residual-based turbulence model is presented in Algorithm 1. To help
the interested reader in the implementation of the method, detailed expressions of the linear systems at the different
levels of variational formulations are presented in the Appendices.

Lines 6 and 7 in Algorithm | show that coarse-scale and fine-scale stability tensors are locally and dynamically
updated within each iteration of the Newton—Raphson loop in the time marching of the nonlinear weak form. These
two steps introduce additional computational cost as compared to the conventional stabilized method, and this aspect
is discussed in Appendix B. However, it is important to note that these variationally derived stability tensors preclude
the need for any user-defined or user-designed tunable parameters to be introduced in the model.

5.2. Rayleigh—Bérnard convection

In this section we carry out a series of numerical studies of the classic Rayleigh—-Bénard convection problem
to validate the accuracy of the proposed method. Both two-dimensional (2D) and three-dimensional (3D) cases
are considered, where an applied background temperature gradient drives the flow. This problem is of relevance in
natural and engineered flows [55]. Two governing parameters in this class of problems are the Rayleigh number
Ra, and the Prandtl number Pr. We can write the kinematic viscosity v and thermal diffusivity « in terms of Ra
and Pr as follows:

Pr 1
— and o = (58)
Ra PrRa

All test cases in this section are assigned a unit buoyancy force (i.e., B|g| = 1), the direction of which is

case-specific.
14
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L,=1

Fig. 5. Schematic diagram of the 2D Rayleigh—Bénard problem: hot wall (red), cold wall (blue) and adiabatic walls (black). (For interpretation
of the references to color in this figure legend, the reader is referred to the web version of this article.)

5.2.1. Natural convection in 2D cavity enclosure

When the gravitational force is approximately perpendicular to the temperature gradient it is termed as natural
convection. The first test case is a 2D thermally driven flow where the left and right walls have applied temperature
boundary condition to provide a constant background temperature gradient as the driving mechanism for the
problem. The top and bottom surfaces are both adiabatic walls. In the fluid phase, all four walls are applied with
no-slip and no-penetration conditions, and a zero-pressure reference point is set at the bottom left corner to eliminate
the constant pressure mode. The computational domain is a bi-unit box (i.e., [0, 1] x [0, 1]) and the schematic
diagram of problem description and boundary conditions is presented in Fig. 5. The unit gravity force is applied in
the negative y-direction, and the thermal expansion coefficient is set as § = 1. The Prandtl number Pr is set equal
to 0.71 that represents the physics of air flow. Although the exact solution for natural convection is presented in
Chenoweth and Paulucci [56] for cases with Ra — 0, flows of interest in engineering analysis occur at much higher
Rayleigh numbers (i.e., Ra > 10°) for which analytical solutions do not exist. Therefore, validation of the proposed
method is carried out via comparison with reported numerical data, including maxima of velocity components and
their locations, and with averaged Nusselt numbers when possible. The averaged Nusselt number Nu is defined on
the boundary as follows,

Nseg

_ 1/ 1 /
Nu=— | Vo-ndl=— VO -ndl (59)

where A is the area of the wall and Ny, is the number of segments on the wall in the current mesh. In other words,
the averaged Nusselt number Nu represents the total heat flux at the boundary. Four different Rayleigh numbers
are selected (i.e., 107, 10%, 10° and 10'?) to cover the span of the transitional (107 and 10®) and turbulent (10° and
10'9) natural convections [39,55,57].

We first carried out a mesh dependency study with the proposed method to identify an appropriate mesh for
the given Ra to be used in the quantitative comparison with the reported numerical results in the literature. All
four test cases for the selected Ra were started with a mesh comprised of 25 x 25 bilinear quadrilateral (Q4)
elements. We refined the mesh by doubling the number of elements in both the dimensions till the difference of
averaged Nusselt numbers at the hot wall between two successive meshes was smaller than 0.001. All meshes were
stretched in both horizontal and vertical directions by Chebyshev grid to have enough mesh resolution for the fluid
and thermal boundary layers. The post-processed averaged Nusselt numbers at the hot wall for the different Ra and
mesh resolutions are listed in Table 1. The snapshots of the instantaneous relative temperature field and the velocity

15
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Fig. 6. Instantaneous velocity and temperature fields of natural convection in a 2D enclosure with varying Ra number.

Table 1
Averaged Nusselt number Nuj, at the hot wall for different Ra: mesh dependency
study.
Ra 107 108 10° 1010
25 x 25 16.6482 30.1542 53.5766 98.9238
50 x 50 16.5334 30.2440 54.4188 97.7409
100 x 100 16.5196 30.2400 54.4325 97.4803
200 x 200 - — - 97.4747

field for the four Ra cases with their corresponding refined meshes are presented in Fig. 6. While the two cases in
the transitional regime gradually approach a steady state as shown in Figs. 6(a) and 6(b), the solution fields in the
two turbulent cases are only statistically quiescent. As shown in Figs. 6(c) and 6(d), the velocity and temperature
fields from the turbulent cases exhibit unsteady flow structures near the top-left and the bottom-right corners, where
the flow convection which is accelerated by thermal buoyancy competes with the viscous dissipation effects. In
the quantitative comparison study of the statistically stationary quantities, the solution fields from the simulation of
Ra = 10° and Ra = 10' are averaged over 200 sample points along the time axis that are taken from 2000 steps
at interval of 10 steps once the statistical steady state has reached.

We now present a quantitative comparison of the proposed residual-based turbulence model with some represen-
tative data reported in the literature that come from a range of existing computational methods for turbulent natural
convection. These include DNS with pseudo-spectral method (PSM) [58], finite-volume method (FVM) with k-¢
RANS turbulence model [59], large eddy lattice Boltzmann method (LBM) [57], and VMS method with isothermal
LES turbulence model [39]. As shown in Table 2, the computed Nuj, via the proposed turbulence model is very
close to the value reported in the literature for different numerical methods and turbulence models. Another set of
quantitative comparisons includes the magnitude of the maximum horizontal velocity along the vertical mid-plane
(i.e., x = 0.5) and the magnitude of the vertical component of velocity along the horizontal mid-plane (i.e., y = 0.5).
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Fig. 7. Distribution of solution fields along mid-planes (i.e., x = 0.5 and y = 0.5) with Ra = 10°.

Table 2

Averaged Nusselt number Nu;, at the hot wall for different Ra: validation study.
Ra 107 108 10° 1010
FVM [59] - 30.1 54.4 97.6
LBM [57] 16.512 30.195 54.510 98.171
VMS (Isothermal) [39] 16.44 30.1 54.29 97.29
Present work 16.5196 30.2400 54.4325 97.4747

The statistically processed results from the transitional and turbulent flow regimes are compared with the reference
data in Tables 3 and 4, respectively. The location and magnitude of the maxima of velocity components validate the
accuracy of the proposed method. To further verify our numerical results, we present the distribution of the solution
fields (i.e., #, v and #) along certain critical planes (i.e., x = 0.5 and y = 0.5). Fig. 7 shows spatial distribution
of statistically averaged fields for Ra = 10° and a good agreement with the reference data [39,57] is observed.
The distribution of u in the bottom half of the mid-plane shows some deviation in Fig. 7(d), where our results are
closer to the data reported in [39] near the bottom wall and match with [57] away from the wall. Similarly, spatial
distributions of solution fields for Ra = 10'° along the mid-planes are plotted in Fig. 8, where a good agreement
between our simulations and other published numerical results is achieved.

5.2.2. Natural convection in 3D cavity enclosure

In this section, we extend the 2D natural convection discussed in Section 5.2.1 to 3D, where the walls normal to
the z-axis are insulated and imposed with no-slip boundary conditions, as shown in Fig. 9. To make the geometry
of the computational domain consistent with the experimental setup [60], the dimension of z-axis is set equal to
0.32. The vector of acceleration due to gravity is pointed in the negative y-direction (i.e., g = [0, —1, 0]). The
Rayleigh number is set equal to Ra = 1.5 x 10°, which makes the flow physics lie in the turbulent regime. Due
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Fig. 8. Distribution of solution fields along mid-planes (i.e., x = 0.5 and y = 0.5) with Ra = 10'°.

Table 3
Values and locations of velocity maxima of 2D natural convection in the transitional regime.
7 3
Ra 10 10
Umax y Umax X Umax y Umax X
PSM [58] 0.0562 0.879 0.270 0.021 0.0385 0.928 0.266 0.012
FVM [59] - - - - 0.0615 0.941 0.217 0.0135
LBM [57] 0.05635  0.8779 02626  0.0217  0.03846  0.9209  0.264 0.125
VMS (Isothermal) [39]  0.0564 0.878 0.264 0.023 0.0399 0.930 0.266 0.0125
Present work 0.0558 0.8852  0.2622  0.0199  0.03703  0.9222  0.2648  0.0120
Table 4
Values and locations of velocity maxima of 2D natural convection in the turbulent regime.
9 10
Ra 10 10
Umax y Umax X Umax y Umax X
FVM [59] - — - - 0.0278 0.9625 0.202 0.0055
LBM [57] 0.01987 09134 0.2645 0.00731 0.01627 0.9791 0.2650 0.00417
VMS (Isothermal) [39]  0.0270 0.931 0.267 0.00667 0.0143 0.956 0.270 0.00375
Present work 0.02110 09304 0.2653 0.006153  0.02095 0.9455 0.2678  0.003942

to the thermal and flow boundary layers along the walls in all the three dimensions, a tensor-product Chebyshev
grid Cy, = Cy, x C,, x C,, is developed, where x, = [x,, yu, z,]T are the number of nodes in each dimension,
respectively. Two meshes of trilinear hexahedral elements (H8) including a coarse mesh (i.e., x, = [51, 51, 17]")
and a fine mesh (i.e., x, = [101, 101, 33]7) are used in the numerical tests in this subsection. To highlight the
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Fig. 9. Schematic diagram of 3D natural convection: the hot wall (red), the cold wall (blue) and adiabatic walls (shaded). (For interpretation
of the references to color in this figure legend, the reader is referred to the web version of this article.)
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Fig. 10. Natural convection in a 3D enclosure: isocontours of relative temperature 6 and streamlines of velocity field u colored by its
magnitude. (For interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

higher spatial accuracy of our method as compared to the published literature, we compute our results on the
mesh with x,, = [101, 101, 33]” which corresponds to the coarsest mesh employed in [39,57,60], and compare our
computed results with the data from the finest mesh employed in these references. We also employ a still lower
resolution mesh to showcase the fine-scale modeling feature of our method that automatically compensates for the
crudeness of spatial discretization and results in the higher spatial accuracy of the solution. To visualize the flow
field, the streamlines of velocity and iso-surfaces of temperature are plotted in Fig. 10. Once the simulation reaches
the statistical steady state, we carry out time-averaging of the solution fields. In Fig. 11, the time-averaged results
are compared with the reported numerical results, including DNS [60] and LES [39,57]. Fig. 11 presents spatial
distribution of the relative temperature and vertical component of the velocity near the hot wall along a plane at
y = 0.5. A good agreement with published DNS and LES data obtained from various numerical methods and
turbulence models is attained.

The proposed method has also been implemented with linear (T4) and quadratic tetrahedral (T10) elements.
Accordingly, we rearrange the element connectivity for the finer mesh (i.e., x, = [101, 101, 32]17) to accommodate
the linear tetrahedral (T4) and quadratic tetrahedral (T10) elements while maintaining the number and location of
nodes similar to that in hexahedral element meshes. The computed results with the different members of the family
of 3D Lagrange elements are presented in Fig. 12. The solution fields obtained from simulations with different types
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Fig. 11. Natural convection in 3D enclosure (Ra = 1.5 x 10°): validation study.

of elements and for different orders of polynomials are almost identical (Figs. 12(a)-12(c)), while the distribution
of horizontal velocity shows some variation between the different element types, as presented in Fig. 12(d).

5.2.3. 3D Rayleigh—Bénard instability

This section investigates the well-known Rayleigh—Bénard convection, where gravity acts in the opposite
direction to the temperature gradient. The schematic diagram of the problem is presented in Fig. 13. In this problem,
the buoyancy generated by the stratification is counteracted by the viscous damping effect, and the ratio of these
two effects defines the Rayleigh number. Once the Rayleigh number reaches a certain level, the Rayleigh—Bénard
instability gets triggered and drives the flow physics. The computational domain is a unit cubic, which is discretized
into 64° HS elements. Slip boundary conditions are applied at the top and bottom surfaces (i.e., z = 0 and z = 1),
while periodic boundary conditions for all the fields are applied at the walls perpendicular to the x- and y-directions.
The grid spacing in the horizontal planes is uniform while the mesh is stretched in z-direction to adapt for the thermal
boundary layer. The Rayleigh number is Ra = 10® and Prandtl number is Pr = 1.

We initialize the problem with a static flow and with zero-gradient temperature field. We first compare the
temporal evolution of the total kinetic energy E,, the total entropy E; and the total Nusselt number Nuy with
the DNS (512%) and LES (128%) results reported in [23], as shown in Fig. 14. The expressions of the total kinetic
energy E,, total entropy Ej; and total Nusselt number Nuy for a FEM-discretized domain are given as follows:

nel

Eu(t) == / lu(x, 0))?d2 = = Z/ lu(x, 1))*d R (60)

nel
Eé@):%/g(é(x,t))zd Z/ A, t) 1)
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Fig. 12. Natural convection in a 3D enclosure (Ra = 1.5 x 10%): various types of elements and p-refinement study.

=0 u-n=0

Fig. 13. Schematic diagram of the 3D Rayleigh-Bénard instability: hot wall at z = 0 (red) and cold wall at z =1 (blue). (For interpretation
of the references to color in this figure legend, the reader is referred to the web version of this article.)

nel
L1 )
Nuy(t) =1+ === ;:1: /Q wx, N0(x, 1) dR2 (62)

where 6 is the variation of temperature, which is calculated by subtracting the temperature due to background
thermal gradient from the relative temperature 6, i.e., 6 =60—(AT /L;)z; AT is the temperature difference between
top and bottom planes; and V is the volume of the computational domain. Due to the different initialization strategies
adopted in the various numerical techniques reported in the literature, there is difference in the early time history of
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Fig. 14. Evolution of global quantities in the Rayleigh-Bénard instability.
Table 5

Time-averaged total kinetic energy E,, total entropy Ej; and total Nusselt number Nuy: mean and standard
deviation (data collected from 30 to 80).

Mesh res. E, E; Nuy
DNS [23] 5123 (2.20 +0.33) x 1072 (3.75 £ 0.26) x 1072 55.5+10.7
LES-RNG [23] 1283 (2.51+0.31) x 1072 (3.64 +£0.23) x 1072 7244109
LES-VMS 643 (2.168 £ 0.296) x 1072 (3.609 £ 0.238) x 1072 55.40 &+ 10.67
LES-VMS 963 (2.332 £ 0.265) x 1072 (3.728 £0.174) x 1072 57.08 &+ 7.32

the total kinetic energy, entropy, and Nusselt number between our simulation and the reference data [23] as shown
in Figs. 14(a)-14(c). After approximately 20 flow overturning cycles, the flow reaches statistically steady state [23],
and we observe a consistent and comparable trend in the time histories of total entropy, energy and Nusselt number
when compared with the reference data. In Fig. 15 we present the instantaneous snapshots of the temperature field
0 for two time points, one from the initial developmental stage and the other from the statistically steady state. In
Fig. 15(a), when the flow begins to develop from the initial conditions, typical salt-finger flow structures develop
at the top and bottom walls. At a later stage, when the flow is fully developed, a more intricate mixing pattern
emerges, as is shown in Fig. 15(b).

To make quantitative comparison of the overall metrics of the turbulent thermal flow, we list the time-averaged
mean and standard deviation of E,, E; and Nuy from our model for two meshes (643 and 967 trilinear hexahedrons)
with the published DNS and LES results [23] in Table 5. The time averaging is carried out over the range from 30
to 80 dimensionless time units. Finally, we compare the vertical distribution of the space—time averaged (x—y plane
and time 7) mean and fluctuation rms of temperature in Figs. 16(a) and 16(c) and vertical velocity in Figs. 16(b) and
16(d) with the reported DNS and LES results [23], respectively. The rms profile of vertical velocity (Fig. 16(b)) from
our simulation closely matches the reference DNS and LES results [23], while the mean profile of temperature field
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Fig. 15. Relative temperature field (volume rendered) and streamlines of velocity (cones colored by its magnitude) in Rayleigh-Bénard
Instability: initial development and statistically stationary stages. (For interpretation of the references to color in this figure legend, the reader
is referred to the web version of this article.)
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Fig. 16. Vertical profiles of flow statistics for the Rayleigh-Bénard instability.

(Fig. 16(a)) slightly deviates from the profiles reported in [23]. We have also added to Fig. 16(a) the mean profile

for a closed domain Rayleigh—-Bénard Instability [61] with the same Ra and similar Pr, which shows a symmetric
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Fig. 17. Schematic diagram of the 2D Rayleigh-Taylor instability: the hot fluid (red region), the cold fluid (blue region) and the perturbed
interface (black). (For interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

distribution of the mean temperature that coincides with our results. Fig. 16(b) presents the profile of the vertical
velocity in the wall normal distribution, computed with the coarse mesh, which shows small variations around zero
at a scale of 1077, while the reference numerical results show variation that lies within a range of 1013, This is
attributed to the use of much lower order of polynomials (H8) as compared to the global interpolation functions
employed in the pseudo-spectral method presented in [23]. In general, our simulations show superior statistical
results for the 3D Rayleigh-Bénard instability problem as compared to the LES method that employs turbulent
viscosity type model.

5.3. 2D Raleigh—Taylor instability in miscible flows

In this section we evaluate the performance of the proposed LES method via the simulation of turbulent mixing
layers [62], that are driven by the well-known Rayleigh-Taylor instability (RTI) [63]. The physical mechanism of
RTI is that the gravitational force acting on the fluid is opposed by its density gradient, which eventually leads to
large scale turbulent mixing. RTI plays an important role in various natural phenomena, ranging from the cirrus
clouds in the sky [64] to the nebulae resulting from the residual of a supernova [65]. This phenomenon also appears
in engineered flows where RTI and other hydrodynamic instabilities affect the efficiency of energy harvesting devices
in inertial confinement fusion (ICF) [66].

The problem description is presented in Fig. 17. No penetration and no slip conditions are applied to the velocity
field at the top and bottom boundaries. The relative temperature field is also specified at the top and bottom surfaces
as presented in Fig. 17. Periodic boundary conditions are applied along the left and right boundaries. The aspect ratio
of the domain is L, /L, = 4. The computational domain is discretized into 256 x 1024 uniform linear quadrilateral
(Q4) elements, while the reference DNS simulation [67] uses 2048 x 8196 grid points. We select the multi-mode
initial condition [66] to accelerate the development of turbulent mixing by applying a high-frequency perturbation to
the initial interface between the hot/cold fluids (or the light/dense fluids). The expression for the initial temperature
field 6y with a perturbed interface, as suggested in Clark [68], is as follows.

60
Y (x) =% (1 + NL Z cos 2mx + d)k)) (63)

Y k=30

1
Oo(x, y) = — 5 tanh (128N, (y — Ys(x))) + (64)

N =
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Fig. 18. Evolution of the temperature field in the Rayleigh-Taylor instability: 4 selected realizations.
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Fig. 19. Flow statistics in the Rayleigh—-Taylor instability: mean profiles of the relative temperature field 6 at various time points.

where ¢ is a uniformly distributed random phase ranging from 0 to 2. The kinematic viscosity v and the thermal
viscosity « are both set as v = k = 1.58 x 107°. The magnitude of gravitational acceleration vector |g| and the
thermal expansion coefficient 8 are both 0.5. For the purpose of ensemble averaging, 25 different realizations with
different random initial conditions are simulated. Four realizations are selected to visualize the evolving temperature
field, as shown in Fig. 18.

The mean profile of the temperature field is generated through ensemble averaging, which is defined as
follows,

A
(9)(y,t)=ﬁn§L—x/O Ou(x,y,1) dx (65)
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Fig. 20. Time history of mixing layer height h: indication of the quadratic law A(r) o< £2.

where n denotes the counter for the number of cases in a total of N = 25 realizations. To quantitatively analyze the
results, we first plot the ensemble-averaged temperate field at 4 different time points in Fig. 19(a). A comparison
with the DNS temperature profile at /7 = 3 reveals that as the flow develops, it triggers turbulent mixing and the
present simulations match well with the DNS data. Next, we normalize the vertical coordinates with the thickness
of mixing layer h(¢) where temperature has dropped to 40% of the prescribed boundary temperature, which is
defined as

) <y = :i:%h) = 70.40, (66)

The distribution of the temperature field along the normalized vertical coordinates at various time points is
presented in Fig. 19(b). The curves in Fig. 19(b) at t/t = 2, 3,4 are almost identical which suggests that the
flow is self-similar with respect to time. However, the temperature distribution at #/t = 1 deviates from others,
which supports the argument for the slower development of turbulent mixing. The time history of mixing layer
thickness / is presented on log scale with the DNS results [67] in Fig. 20(a). Also, the time history of scaled
mixing layer thickness %/t is presented in Fig. 20(b), where a plateau is observed after 1.5 units of normalized
time. This plateau stage suggests that the coefficient between the scaling law of /& and ¢? is a constant when turbulent
mixing is fully developed, and this is consistent with the reported data [67,69] as shown in Fig. 20(b). To further
identify the self-similarity state predicted by our turbulenceI model, we plot the ratio between the rms value of

2
the normalized time in Fig. 21. The evolution of the ratio rﬁlé(tween the rms values of both velocity components
illustrates a plateau stage after 2 dimensionless time units, which is consistent with the self-similar stage identified

1 1
the horizontal and vertical velocity components (i.e., (u'u’)2. and (v'v')2. ) in the mixing zone with respect to

in Fig. 20(b). The ratio is around (u/u’)éﬁx / (v/v’)éﬁx = 1.2 in the self-similar stage, which matches with the published
data in [67]. Finally, we calculate the global Reynolds number (i.e., Re = /(u'u’) i« + (V'V')ix//v) and Rayleigh
number (i.e., Ra = BgO,h’/vk) of the system at every time-step and extract the scaling between these two global
quantities in Fig. 22. It is worth noticing that the proposed residual-based turbulence model for stratified turbulence

successfully predicts the ultimate-state scaling (i.e., Re Ra%) [2].

5.4. Stratified plane Couette flow

This test case evaluates the performance of the proposed turbulence model via plane Couette flow with stable
stratification. The flow field is bounded by two parallel infinite planes with no-slip and no-penetration boundary
conditions applied at top and bottom surfaces (in the wall-normal direction). The plane Couette flow is driven by
a prescribed velocity field along the top and bottom planes (u3|y,—+; = £U,,), as shown in Fig. 23. The dimension
of the computational domain shown in Fig. 23 is same as that in the published DNS [70] and LES test cases with
anisotropic minimum-dissipation model (AMD) [71]. A background temperature gradient is applied in the positive
y-direction of the domain via the application of Dirichlet boundary condition for the temperature field at the top
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Fig. 23. Schematic diagram of the plane Couette flow with stable stratification: hot wall at y =2 (red) and cold wall at y = 0 (blue). (For
interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

and bottom planes (8|,—+; = +6,). Both temperature and velocity fields are periodic in x— (streamwise) and
z— (spanwise) directions. The unit gravitational acceleration vector (i.e., g = [0, —1, 0]) is acting in the opposite
direction to the background temperature gradient, which triggers stable stratification. A structured mesh of trilinear
hexahedral (H8) elements is generated with uniform distribution of grid points in the streamwise and spanwise
directions, while in the wall-normal direction, the grid is stretched to resolve the thermal boundary layer at the top
and bottom surfaces. The mapping from a uniform mesh in a 1D domain [0, 1] with N, nodes to the designated
stretched mesh in the wall-normal direction with the range y € [0, 2] is defined as

tanh (C (1 — 2y,))
B tanh(C)

where y; is the coordinate of the jth node in the uniform mesh of [0, 1], yj is the coordinate after stretching, and
C is a tunable stretch coefficient. A value of C = 3 has been used in each of the test cases presented below.

s

¥=1 (67)
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Table 6

Summary of the wall-resolved LES simulation of the stratified plane Couette flow with varying Pr and Ri: Ny,
Ny and N, are number of nodes in each direction; VMS: the present work, AMD: LES results with anisotropic
minimum-dissipation model [71]; Re; and Nu, see Eq. (70).

Case Re P R N.No N, X Nu

VMS  AMD DNS VMS AMD  DNS
Al 450 07 0 64 49 2207 223 233 982 106 106
A2 4250 07 001 64 49 20735 212 215 861 96 9.26
A3 4250 07 004 64 49 17157 183 181 564 7.1 6.4
BI 4250 7 0 64 65 2195 223 233 2787 343 318
B2 4250 7 001 64 65 21585 228 211 2674 330 297
B3C 4250 7 004 64 65 20352 209 206 2421 281 259
B3F 4250 7 004 128 97 20766 209 206 2547 281 259
B4 4250 7 012 64 65 15203 130 129 1309 987 847

The governing parameters of plane Couette flows are the Reynolds number Re, Richardson number Ri and
Prandtl number Pr. Accordingly, the material parameters can be written in terms of Re, Ri and Pr as follows
) Uy ,3=RiU3}’ e Uy,
Oy Pr  RePr

" Re’ (68)
To quantitatively validate the simulations, a group of control parameters with varying Pr and Ri was selected,
which is a subset of the cases considered in the reference results. The values of the parameters for these test cases
are given in Table 6. The simulations were initialized with perturbed laminar Couette flow fields with constant
temperature gradient. The perturbation was constructed with uniformly distributed random noise with an intensity
of 0.1U,,. As suggested by Vreugdenhil and Taylor [71], the turbulent Couette flow reaches a statistically steady
state for a given set of governing parameters after a time duration of 300k/U,. Once the flow fields were fully
developed, 500 samples were collected for a time duration of 100/ /U, to carry out statistical analysis. The collected
flow fields were averaged in wall-normal plane as well as in the time dimension, as follows

1 Ly Ly pT
(o) (y) = LT /0 /0 /0 o(x,y,z,t)dx dz dt (69)

For quantitative comparisons, we write the friction Reynolds number Re; and the Nusselt number Nu in terms
of the averaged velocity and temperature gradient at the wall

Re d (u)
U'll) dy

1 d (@)
) u= -
y==%1 Oy dy ly=+1

(70)

e, =

These two parameters describe the overall flow physics in the thermal boundary layers, therefore we compare our
computed Re, and Nu with the reported values in the literature in Fig. 24. The simulated friction Reynolds number
Re; and the Nusselt number Nu are very close to the DNS results and the proposed model performs equally well or
better as compared to the AMD-LES results that were obtained with an equal or finer mesh via the pseudo-spectral
method [71]. We next examine profiles of the mean flow fields (i.e., space—time averaged streamwise velocity and
temperature fields). As shown in the overlapping curves presented in Fig. 25, the proposed VMS-based turbulence
model is capable of accurately modeling the stably stratified turbulent Couette flow. With increasing Richardson
number, namely, stronger stable stratification, the temperature and velocity profiles in Fig. 25 becomes less steep.
It is worth noticing that the mesh employed in the present work is comprised of 64 x 65 x 64 nodes with trilinear
hexahedral elements, while the LES reference data was obtained using 128 x 97 x 128 nodes employing spectral
interpolation. To further evaluate the effectiveness of the proposed model, we focus on the near wall region and
present the non-dimensional mean profile of velocity and temperature fields on a log scale (see Fig. 26). In both
viscous and conductive sub-layers, the mean profile of the flow fields is very close to the resolved DNS solution. We
also present quantitative comparisons of the second order statistics from our model by plotting the root-mean-square
of fluctuations of the flow fields and the fluxes, including streamwise/wall-normal/spanwise velocities (i.e., (u’ , <v’>,
(w')), temperature (i.e., (¢'),), thermal flux (i.e, (¢'v’)) and the off-diagonal term of Reynolds stresses (i.e., {u'v'))
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Fig. 24. Comparison of the friction Reynolds number Re; and Nusselt number Nu with varying Richardson number and Prandtl number:
DNS [66] (squares), LES [71] (circles) and LES (present work) (triangles); Pr = 0.7 (blue) and Pr = 7 (orange). (For interpretation of the
references to color in this figure legend, the reader is referred to the web version of this article.)
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Fig. 25. Flow profiles of time—space averaged streamwise velocity and temperature with fixed Pr = 7 but varying Ri: case B1, B2 and B4.

35
Ri 0.00 0.04 0.12 1004 Ri 0.00 0.04 0.12
g +
£ 307 pxs o DNS -
254 VMS —— —_— g 8091 AMD  —— - 2
Z = VMS  — —_
g 201 g 601
& g
3 15 1 i)
b o 40
S / R
;g 10 1 /4 E
£ 54 & 201
0 . . - 0 . . -
107t 10° 10! 102 107! 10° 10 10?
Distance from the wall: y* Distance from the wall: y*
(a) Velocity profile for Pr = 7 with varying Ri (b) Temperature profile for Pr = 7 with varying Ri

Fig. 26. Flow profiles of time—space averaged streamwise velocity and temperature with fixed Pr = 7 but varying Ri in the near-wall region
with log scale: case B1, B2 and B4.

in Fig. 27. As compared with the coarse mesh, results obtained on the finer mesh are uniformly close to the DNS
data that shows variational convergence feature of the model.

Stable stratification that results from the counteracting effects of the background temperature gradient, and the
direction of the gravitational acceleration can dissipate the smaller turbulent structures in the flow, and is called
re-laminarization. One issue with the traditional viscosity-based models for LES is the viscous dissipation that still
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Fig. 27. Second-order statistics of flow fields in turbulent Couette flow: cases B3C and B3F.

persists even when the flow has re-entered the laminar regime. This excessive viscosity can inevitably amplify the
re-laminarization effect, thereby affecting the spatial and temporal accuracy of the large eddies in the flow. On the
other hand, the DNS data with the same governing parameters may still show observable turbulence. The numerical
tests carried out in this section show that the proposed VMS-based model does not have spurious viscous dissipation.
Unlike the reference LES work [71], where the mesh is refined in the wall-normal direction to prevent non-physical
re-laminarization, none of the test cases presented in our study needed any local refinement for the given Pr and with
varying Ri. To qualitatively describe the re-laminarization due to stable stratification, the distribution of temperature
field in the x—z plane at y™ = 5 for Pr = 7, but with varying the Ri, is presented in Fig. 28. With increasing Ri, the
stripe-type distribution of temperature field in the near wall region gets further elongated. These transitions become
more explicit in Fig. 28(d), where strong stratification almost eliminates most of the temperature fluctuations. Finally,
we present the overall flow structure in Fig. 29 via volume rendering of the instantaneous temperature and velocity
fields near the top and the bottom planes, along with the plotting of the streamlines to illustrate the flow fields in
the core region.
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(c) Pr =7 and Ri = 0.04 (d) Pr =7 and Ri = 0.12

Fig. 28. Temperature field at the wall-normal plane at y™ = 5 with different Ri.

6. Conclusions

We have presented a residual-based turbulence model for density stratified incompressible flows that dynamically
adapts to the local residuals, thereby providing a two-way coupled interaction between resolved and unresolved
scales. The main contribution of the paper is a systematic and consistent derivation of the fine-scale closure model
that is free of any tunable parameters. A hierarchical application of VMS method leads to hierarchically coupled
fine-scale variational equations. A direct application of bubble functions approach to resolve the fine-scale variational
equations is the key to the derivation of the fine-scale models that are nonlinear and time-dependent. Embedding the
derived model from the level-II variational equation in the level-I variational equation results in a stabilized mixed-
field subproblem. The enhanced stability of the level-I equations helps in locally resolving the unconstrained level-I
system of equations that is driven by the residual of Euler-Lagrange equations emanating from the conservation of
mass, momentum, and energy. This results in variational consistency of the residual-based turbulence model that
ensures that the turbulence model vanishes uniformly when the flow ceases to be turbulent and the computed coarse
scales comprise all the flow physics. The transient linearized fine-scale model leads to consistently linearized tangent
operator that is essential in achieving quadratic convergence in the nonlinear solution scheme. Numerical test cases
show that the derived large eddy turbulence model accommodates forward- and back-scatter of energy and entropy
and effectively embeds sub-grid scale physics in the computable scales of the problem to yield economic solutions
for turbulent flows on cruder spatial discretizations.
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Fig. 29. Instantaneous flow structures in turbulent Couette flows. (For interpretation of the references to color in this figure legend, the
reader is referred to the web version of this article.)

Appendix A. Algebraic structure of the stability tensors

The solution process illustrated in Algorithm 1 can be embedded in a standard finite-element program by
implementing the corresponding consistent tangent and the residual vector from the proposed weak form presented
in Eq. (56). This appendix shows the details of the construction of the element-level contributions to the consistent
tangent and residual vector of the discrete system for a typical iteration i + 1 within a Newton—Raphson loop
advancing from time-step n to n+ 1. As presented in Algorithm 1, we assume that the solution fields and their time
derivatives at iteration i (i.e., ug.‘)ﬂ), pgl)ﬂ), ((i';ﬂ), u%r)l) and 9’(%1)) are available. For brevity of presentation, the
subscripts and superscripts denoting the time-step and iteration number are neglected hereon.
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A.l. Fine-scale stability tensor
The tensor 7’ that variationally scales the residuals from the preceding levels and projects them back onto the
level-1I fine-scale problems is written as follows
T = bt (A.1)

where t/¢ is comprised of the coefficients of the solution of fine-scale level-II linear system in Eq. (39) at the
corresponding virtual node. The explicit form of the linear system that is evaluated element-wise is as follows.

o
m__Ap 4 KADV L g/DIFE | giSTRA) e _ g A
( ayy A + Ay Ky A+ Ky T it (A.2)

where M{; = (bf, bf;) I4x4 denotes the mass matrix; Rj; = (b, 1) Isxs denotes the RHS matrix; K{iPY, K™
and K ETRA denote the stiffness matrix contribution from the advection, diffusion and stratification components,
respectively. The corresponding expressions are as follows

/ADV __ (e e (be’VTube)(sw) 0ix1)
M= O VO et [(bfp Vb O

KDIFF _ (bep VbeI)(3X3) 0ix1) " v(Vb§, VDI 33 031 (A3)
! 0c1x3) 0 0¢1x3) a (Vb Vb

0 (be be) g
/STRA __ (3x3) > “11) & (3x1)
Kl[ - :3 [0(1><3) 0

Remark 12. We are solving Eq. (A.2) for tensorial form of "¢ without the use of the Voigt notation.

A.2. Coarse-scale stability tensor

The coarse-scale stability tensor T that multiplies the residual of Euler-Lagrange equations at coarse scale level
is written as follows

T =b{1° (A.4)

where t¢ is the solution of the element-wise stabilized fine-scale level-I linearized system in Eq. (52) at the
corresponding virtual node. The explicit form of the linearized system is

{ U <MiGal _/ X/T/R;nd9> + (KiGa] _/ X/T/R;d())} ¢
Olf}/At 0e 0e

- <R;Gal - X/r/l/d(2>
e

(A.5)

where M{%, K@ and R{% = (bf, 1)I5xs) are the mass and stiffness matrices and the residual of the Galerkin
part in the stabilized weak form, respectively; X' is the weighting matrix for the stabilization terms; and R, and R’
are the matrix form of transient and steady-state parts of the Euler—Lagrange equations of the linearized fine-scale
level-1 in Eq. (36), respectively. The Galerkin part in Eq. (52) contributes to the same slots as in Eq. (39), however
it is expanded via bubble functions that are linearly independent of the functions employed at level-II. The resulting

explicit forms are as follows.

I3
MiGal _ (bfv ble) 0 (A.6)
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(bf,u - VB 3x3)

+(bf, bV u) 55, A
3| (=bf, Vb be, BabE
+v(VBE, VTb[e)(Sx3) ( 1 I)(3><1) ( I Bg [)(3><1)

K& = (A7)
+v(Vb], Vb)) 343
(bf, Vb )13 0 0
L (BF 55 VT0) s 0 (bf, u - Vb)) + a(VhE, VbE) |

The matrix form of the weighting matrix X’ is derived by taking variational derivative of Eq. (49a) with respect to
the fine-scale level-I weighting functions W{°, namely,

—u - V{133 + bV Ui ¢35
/ / . . b]ﬁg(sxl)
C e | v (V8 Viasabf + AbfIaxs) (A8)
(x4 W —(VDaxabi 0 .
bf(VT)(1X3)9 —u - Vb — a Abf

Likewise, R, and R/ are derived by taking variational derivatives of Eq. (36) with respect to the transient and
steady-state weighting functions as follows

R _ 3 [y 1] RS ‘ 0ix1) ‘ 0551y A0
m(4x5) — re e nrell 0 ‘ 0 ‘ be ( . )
3 [ug,, pls.60] (1x3) ;
u- VbIgI(3><3)
+b{ (VT u) 3 R
olry, —u, ,r. —0! I X (V)axb? b6 B8 s
R s = a? ,Lt/ E, T i = —v(V ® V)ix3bf D7 1PS 6D (A.10)
8 [ug. p'. ] +Ab{ I 3x3)
bf(vT)(1><3)0 0 u- Vble — OlAbf

Finally, applying the mean projection theorem to the coarse-scale residual results in 1" in Eq. (A.5), which takes
the following form

o[ I6x3) | O6xn | 06x1)
1(4x5)_|: 0z | O | 1 (A1)

Remark 13. Mathematical stability of the method necessitates that the spaces for the fine-scale enrichment functions
employed at level-I and level-II, as well as the finite element function spaces employed at the global level should
be mutually linearly independent.

Appendix B. Estimation of the computational cost

The computational cost within a single iteration of a Newton—Raphson loop, as shown in Algorithm [, can be
divided into two parts: (i) the evaluation and assembly process, where the element-wise consistent tangents and
residuals are integrated and then assembled into the global linear system, and (ii) the solution process where the
global linear system is solved for the increment in the solution fields. As shown in the derived algebraic form
of the fine-scale solutions in Eq. (53) and the final stabilized form in Eq. (56), all the fine-scale related terms
are implicitly expressed in terms of the residuals of the coarse-scale Euler-Lagrange equations, premultiplied by
the stability tensor. The residuals of the Euler-Lagrange equations are expanded in terms of the shape functions
employed at the coarse scale level. It is only the stability tensors (i.e., T and t’) that are functions of the fine-scale
basis functions employed for the expansion of the fine-scale fields. The importance of employing bubble functions
that are non-zero within the element and become zero at the element edges becomes apparent now. Since bubble
functions render the calculation of 7 and 7" a local problem, the process is not only embarrassingly parallel, it
also does not involve any passing of data between the elements. Once the stability tensors are evaluated at the
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Table B.1

Estimation of the relative cost in the numerical integration of the stability tensors (p:
order of the shape function, p™: highest order of monomials in the integrand, nCP:
number of quadrature points in 1D, n¢': number of shape functions per element, n r:
cost factor, and cost is scaled by (ngp)_3(necl)_2).

(a) 8-node hexahedron

p pint nSP nel ny Scaled cost
Coarse 1 5 3 8 1 1
Fine-1 2 8 5 1 1 7.23%
Fine-IT 4 8 5 1 0.5 3.62%
(b) 27-node hexahedron

p pint nSP ne! ny Scaled cost
Coarse 2 12 7 27 1 1
Fine-1 4 16 9 1 1 0.292%
Fine-1I 6 13 7 1 0.5 0.0686%

virtual nodes, the cost associated with numerical integration of the fine-scale terms in Eq. (56) is similar to that of
the integration of the standard Galerkin terms because these Euler—Lagrange residuals are represented via the same
Lagrange shape functions that are employed in the evaluation of the Galerkin terms. Furthermore, the bandwidth of
the global consistent tangent and the number of the nodal unknowns at the global level remain the same in either
two-level VMS method or the three-level VMS method.

The computation of the spatiotemporally adaptive stability tensor T/ and z, as shown in lines 6 and 7 in
Algorithm 1 involves two quadrature loops and two local linear system solution processes. Other than these two
steps that locally and dynamically evaluate the stability tensors, the cost of computation of the rest of the algorithm
is identical to that of any standard stabilized method. To quantitatively evaluate the cost of floating point operations
in the numerical integration, we take a pc-order hexahedral element as an example. The number of shape functions
(nodes) n® in a hexahedral element is n¢' = (pc 4 1)"sd, where nyy = 3 is the number of dimensions of the problem.
The fine scale level-I bubble function is taken as the order pp, which is equal to the smallest even number that
is greater than pc, and the fine scale level-II bubble function takes the order of pr; = pr + 2. The highest order
terms and their order of polynomials that are to be integrated p™™ at each scale are estimated as follows:

1. Coarse scale: (u'- Vi, tii - Vit) —  3pc+2pp —2
2. Fine scale level-I: (& - Vw}, T/ - Vu;) —  2pc +3pg
3. Fine scale level-II: (wy, & - Vuy) —  pc+2pr +3

We denote the Gaussian quadrature point along one dimension of a hexahedral element employed in the evaluation
GP

of element level quantities at the coarse scale level, level-I fine scales, and level-II fine scales as ng, nglp and n%]:,
respectively, which are determined by the highest order monomial in the integrand at the corresponding level.

Due to the hierarchical application of VMS scale-split, the number and the forms of terms are almost identical
between the coarse scales in Eq. (56) and level-I fine scales in Eq. (50). The fine scale level-II weak form in
Eq. (35) contains only half of the terms (i.e., only the Galerkin terms). It is reasonable to set the computational
cost to evaluate the standard stabilized weak form (of coarse-scale) for a single shape function at a given (by
otherwise arbitrary) Gaussian point as a base unit, and denoted as n ;. We further assume that such an evaluation
of the stabilized weak form of fine scale level-I is also 1 unit, and that of the fine scale level-II weak form is 0.5
unit. It is worth noticing that this assumption overestimates the computational cost at the fine-scale levels because
the nonlinear terms have been linearized at the fine levels. The number of terms n.., that need to be evaluated is
Hierm = (nelnsd)2 + (n'nyq), which consists of the components in the consistent tangent and the residual. We can
estimate the additional cost associated with the integration at either of the fine-scale levels as follows.

ieem (nF)"* 1y & (n)” (n%)" (B.1)

The estimated costs to construct linear systems for the two fine-scale levels that correspond to the cases of
8-node or 27-node hexahedral elements employed for coarse-scale discretization are shown in Tables B.1a and B.1b,
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respectively. As compared to standard stabilized method, multilevel VMS method only introduces an additional 10
percent computational cost in the integration process for the case of trilinear hexahedra. For the 27-node hexahedra,
the additional cost is further reduced to less than 0.4 percent. The size of the element-wise linear systems of two
fine-scale levels in Egs. (39) and (52) are ny;+ 1 and ny,; 42, respectively. The cost of solving a n x n system with a
direct solver is approximately O(n>). Therefore, the computational cost for solving this small local linear system is
negligibly small as compared to the cost associated with the numerical integration of the element consistent tangent
and residual vector.

Consequently, the multi-level VMS method only introduces a slight increase in the computational cost in the
element-wise integration process, as compared to the standard stabilized methods. In addition, the process is
perfectly parallelizable, and does not involve inter-element data communication. Since the element integration
process only cost less than 25 percent of the total compute time in large simulation [72], with a net 2.5 percent
increase (10 percent of 25 percent for trilinear hexahedron) in the formation of the algebraic system, we develop a
residual-based LES method which is free of any ad hoc parameter dependent turbulence models.
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