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Abstract: The continuous adjoint approach is a technique for calculating the sensitivity of a flow
to changes in input parameters, most commonly changes of geometry. Here we present for the
first time the mathematical derivation of the adjoint system for multiphase flow modeled by the
commonly used drift flux equations, together with the adjoint boundary conditions necessary to
solve a generic multiphase flow problem. The objective function is defined for such a system, and
specific examples derived for commonly used settling velocity formulations such as the Takacs and
Dahl models. We also discuss the use of these equations for a complete optimisation process.

Keywords: adjoint optimization; multiphase flow; computational fluid dynamics

1. Introduction

The adjoint method is currently attracting significant interest as an optimization process in CFD.
The objective of the adjoint approach is to calculate the sensitivity of the flow solution with respect
to changes in the input parameters, most commonly changes in the geometry. This can then in
principle be used as the basis for an iterative optimization algorithm based on gradient information
(the sensitivities) which can optimize the design with many fewer function evaluations than would be
the case for non-gradient-based approaches (such as genetic algorithms). Calculating the sensitivities
requires differentiating the governing equations with respect to the changes of the input parameters,
and since the governing equations for fluid flow are the Navier-Stokes equations (or equations derived
from these such as the Reynolds Averaged Navier Stokes equations), this is understandably very
challenging. There are two main approaches; the discrete adjoint approach, and the continuous
adjoint approach. In the discrete adjoint approach, the sensitivity matrix is calculated numerically
by evaluating the system for small changes in the inputs and applying standard finite difference
methods. In the continuous adjoint approach, the sensitivities are calculated mathematically using
lagrange multipliers. This is more elegant and provides an implementation which is easier to code,
requires fewer evaluations and can be made numerically consistent with the evaluation of the original
equation set. However it does require significant mathematical analysis in advance, and if the problem
formulation changes (different equations, boundary conditions etc) this has to be repeated. Examples
of the application of the continuous adjoint method for single phase flow can be found in a range of
areas [1,2] such as automotive [3-5], aerospace [6,7] and turbomachinery [8-10], and implementations
of the equations can be found in general purpose CFD codes such as STAR-CCM, ANSYS Fluent [11]
and Engys Helyx [4]. However the equations are complex to develop and application to multiphase
systems is only just starting [12]. In many cases, even just the evaluation of the sensitivities is valuable,
as they can be used to indicate possible changes to the design engineers. Beyond this the sensitivities
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can also be used as the basis for an optimization loop [2]. This of course necessitates the morphing of
the geometry through techniques such as volumetric B-splines [13] or Radial Basis Functions [14] and
consequent updating of the mesh [15].

Multiphase flow is the simultaneous flow of two or more immiscible phases in a system.
In dispersed multiphase systems, one or more of the phases exists as fluid particles small enough
not to be resolved in the simulation; examples include gas bubbles in water, emulsions (liquid
droplets in another immiscible liquid) and actual solid particles in gas or liquid. A wide variety
of different mathematical models have been derived over the years to describe dispersed multiphase
flow, including mixture models, lagrangian particle tracking, and eulerian n-fluid models [16,17].
Which is used depends on the exact physics of the problem, as well as factors such as available
computing resources and desired accuracy. In many physical systems, the density ratio between the
two phases is low, generally less than 2:1, and the drag force between them is high. Therefore, to a
good approximation, the two phases can be considered to respond to pressure gradients as a single
phase. Additionally, the slip (drift) between the phases is primarily due to the gravitational settling
of the dispersed phase. This might adequately describe solid particles in water or an emulsion of
immiscible liquids, and in these cases a commonly used mathematical model is the drift flux model.
Hence it is this set of equations we have decided to focus on.

In the drift flux model, the two phases are treated as one: the momentum and continuity equations
for both phases are summed to create a mixture-momentum and mixture-continuity equation, and the
transport of the dispersed phase is modelled using a drift equation. The three equations, collectively
called the drift flux equations, are listed below:

9
P:j;tvm + (Vi V)(omVim) = =V (ompm) +V - (2umD(Vin))
& PcfPd
-V (1_“%Vdjvdj> +omg+F, (la)
)
% + V- (omvm) =0, (1b)
a—a +V-(avy)=-V- (mvd]) + V- KVa, (1c)
ot Om

where:

« is the dispersed-phase volume fraction,

e  p.is the continuum density,

e  p,is the dispersed-phase density,

e  pu is the mixture density, defined as ap; + (1 — a)pe,

e vy is the mixture velocity,

®  py is the mixture kinematic pressure,

® Uy is the mixture viscosity, defined as the sum of the continuum, dispersed-phase and mixture
turbulent viscosities, j¢ + g + pt,,

e D(vy)= % (va + (va)T) is the mixture strain rate tensor,

e vy is the dispersed-phase settling velocity,

e gisthe acceleration due to gravity,

e  Fis the capillary force and

t
— Pm

e  Kis the turbulent diffusion coefficient, defined as the mixture eddy diffusivity, vﬁn o

In summing the momentum equations, not only have the number of equations been reduced
from four to three, but the inter-phase momentum transfer terms have also been eliminated which
were numerically unstable [18]. Hence, a far more robust equation set has been produced and the
computational resources required to solve the system have been reduced. This also makes it a very
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appropriate basis from which to develop an adjoint formulation suitable for applying to dispersed
multiphase flows in this regime. This is the challenge of the current paper. We focus in particular
on wall-bounded or ducted flows, in which there is no contribution to the objective function from
the interior of the domain, in other words, the performance of the system is entirely governed by the
boundary properties.

The paper is organized as follows. The optimization problem is stated in Section 2 and the adjoint
equations for the drift flux model are derived for the general case in Section 2. These equations are
then applied to the specific case of ducted or wall-bounded flows in Section 3, with the objective
function for this case being specified in Section 4, and different settling velocities in Section 5. Finally,
the conclusions follow in Section 6.

2. The Optimization Problem

If the performance of a device is measured by an objective function, |, and the residuals of the
primal (flow) equations are given by R, the optimisation problem can be stated as,

optimise J(x,y) subject to R(x,y) =0, )

where x are the design parameters and y are the primal variables [19]. It can then be formulated as,
.Z:H—//\’Rdﬂ, 3)
Q

where ¥ is the Lagrange function, A are the Lagrange multipliers (also referred to as the
adjoint variables) and () is the flow domain. In this case, the primal equations are the steady
state drift flux equations, with the capillary force taken to be zero [18] and a Darcy term
included in the mixture-momentum equation. They are rearranged in terms of their residuals,
R = (Ry, Ry, R3, Ry, R5)T, as follows:

(R1,R2,R3)" = (Vi - V) (0 Vi) + V(ompm) = V - (2umD(vin))

w
+V- (1MVddej) — Omg + RomVim, (4a)
— & Py
Ry =~V " (omvm), (4b)
Rs =V (avy)+ V- (mvd]) —V-KVa, (40)
m

where X is the porosity, associated with the Darcy term. The variation of the Lagrange function with
respect to the primal variables, (v, pm, ), and the design parameter, X, is,

5.8 =6y L +bp, L 460 L +03 %, ®)

where, for example, 6, ¢ = Z(a + da) — £ («). We choose the adjoint variables, (u,q,) =
(u1,up,u3,q, B), so that the variation with respect to the primal variables vanishes, i.e.,

S L +0p L +60 L =0, 6)

and the Lagrange function now varies only with respect to the design parameter,

5$:5N$:5N]+/Q(u,q,ﬁ)§NRdQ. @)
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Derivation of the Adjoint Drift Flux Equations

The adjoint drift flux equations are derived by substituting Equation (3) into Equation (6), giving,

Ov, ]+ 0p, ]+ 0a]
+ /Q(u,q,/%)évm R 4O+ /Q(u,q,/%)épm R 4O+ /Q(u, 4,B)6: R dQ =0, (8)

which can be expanded to,

P iy /Q dQu-6, (Ry, Ry, R3)" + /Q 40 g6y Ry + /Q Q) Sy, Rs
+ /Q dQu -5y, (Ri, Ra, R3)T + /Q 4048, Ry + /Q dQ) B3, Rs

+ /Q d0u-6.(Ry, Ry, R3)T + /Q 40 g6u Ry + /Q dQ B3R5 = 0. (9)
The variation of R with respect to the primal variables can be determined as:

by, (R1, Ra, R3)T = (6Vi - V) (0mVim) + (Vi - V) (0m6Vim) — V - (21mD(6vim))

— V- (20v,,11aD(Vin)) + Rom0Vin, (10a)
OvyRe = =V - (pmévm), (10b)
Ov,,R5 =V - (abvy,), (10¢)
Spu(R1, Re, R3)T = V(pmbpm), (10d)
5puRs =0, (10e)
Sp,R5 =0, (10f)
Sa(R1, Ry, R3)" = (04 — pc) (Vin - V) (6avin) + V (8apm) + 6a(Rvyy — g))

=V (204D (Vi) + V - 6a(@pgVajvaj), (10g)
0aRe = —(pa — pc)V - (davy), (10h)

5uRs = V - (6avm) + V - Su(avy) — V- (Pﬁ:wa)
s (pd - 1) V- (6aVa) + Im (pd - 1) V- (aVén). (10i)

Pc \Pc Pec \Pc

Derivation of Equations (10a), (10g) and (10i) can be found in Appendies A-C, respectively,
where the variation of !, has been neglected. This is correct only for laminar flow regimes.
For turbulent flows, neglecting this variation constitutes a common approximation, known as
frozen turbulence [19]. This may introduce errors into the optimisation [20], although there are cases in
the literature where the frozen turbulence assumption can be demonstrated to be acceptable [21].
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With these variations, Equation (9) now reads,

(Svm]+5pm]+(5uc]
+/QdQu- ((6v2 V) (om¥n) + (v - ) (0dV) = 7 - (2pnD(Svi))
V- (280, 14D (Vi) + ROV ) /Q 4GV - (0mdVim) + /Q dQBY - (a6v)
+ [ A0V (ondpn) + (0 = po) [ du- (v 7)(60v) + 7 (8apn) + S (R — g))

/dQu (V- (26paD(vn) )—O—/Qdﬂu-(v-éa(zxpdvdjvdj))

—(pd—pc)/nd()qv-(Jucvm)—l—/QdQ[S(V~(5avm)+v-5a(avd]»)—v- (ﬁ”vm)

t t
+ (Pd - 1) v ("m(smw) n (pd - 1) v (”%vw) ) —0. (11)
Pc Pc Oc Oc

Decomposing the objective function into contributions from the boundary, I, and interior, (),
of the domain,

]:/r]rdr+/010m, (12)

Equation (11) can be reformulated as,

/r o (n(“ “PmVm) + (Vi - 1) + 2pmn - D(w) — gomn + afn + a]r) OV

—/dF(ZymmD((Svm) U+ 28, g0 - D(v) - — 20, jign - D(u) - v,y)
T

+/ dQ( (omVm) — (omVan - V)u— V - (251D ()

+ Rppu+ Vg —aVp + ]Q) OV — / dQV - (26y,,14aD(u)) - vy

Vi

Jr Jo
dar ( om = ) dpm dQ m = | 0pm
+/r (pun+p)p+/ (Vpu—i—apm)p
+/Fdr<(pd—pc)(u(vm-n)~vm+pmu-n GV - M) + By - n+7;m(n V)B

+ F:)’t: (Z’: — 1) (,B(n -V)a —a(n- V)ﬁ) + %{i)éa

+ /rdl"(u Ny (@0gVaivg;) + B Oa(@vyi) - m — 28 pgn - D(Vyy) - w + 284 ptgm - D() - vy )

_/rdrﬁ;j? <1—¢x<2‘:—1>) (n-V)oa

+/Qd0<(pd—pc)(—(vm-V)u-vm—pmV-u+u-(Nvm—g)+(vm-V)q>

(vm-V)BJrif((Zf1)(V~(aVﬁ)VmVﬁ) vv;s) ajﬂ)&x

— /Q dQ <V - udy (zxpdvd]-vd]-) + (5a(¢xvd]-) . V‘B + V. (2(5aydD(u)) 'Vm) =0. (13)
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Derivation of Equation (13) can be found in Appendix D. In order to satisfy Equation (13) in
general, the integrals must vanish individually. The adjoint drift flux equations are deduced from the
integrals over the interior of the domain:

—Vu- (ouvm) — (¥ - V)u — V- (2mD(w)) = —owVq + €V — Royu — %
+V- ( aé‘ZD( )) Vo, (14a)
V- (omu) = g;f;, (14b)

- (vm—i-ai(ocvd])—i—]:;: (‘2—1) w) -Vﬁ:v-’:f: (1—a<‘;‘j—1>)w
+51+5— aa%, (14¢)

where:
1= (0 = po) (v V) v =) —w- (4w = 8)) + V- (229D (w) ) v, (159)
d
Sy = ((Pd — pc)pm + alx("‘PdVddej)> V.u, (15b)

and the boundary conditions for the adjoint variables are deduced from the surface integrals:

A;df (n(u PmVm) + PmVm - a4+ 2pn - D(u) — gon + afn + i

+2§51 - (D(Vi) -u —D(u) .vm)) OV — /rdr2ymn - D(6V) - u =0, (16a)
' Jr B
/r dr (Pmun + apm> Spm =0, (16b)
. t

(o i () )

+Pj" (1—06(?—1))( ),B—i—C1+C2+]r>(5¢x (16c)
—/rdrﬁ% (1—a (2‘2—1)) (n-V)da =0,
where:
0

G = <(Pd —pc) (W Vi — )V + 2% (D(u) Vm)> -, (17a)
G = ((( — o )pm + = (”‘Pdvd]vd/)> u-— 2%@(%) ~u)> ‘n (17b)

and un, = u-n is the normal component of the adjoint velocity. This is the general form of the
adjoint equation system for the steady state drift flux equations with Darcy porosity term and
frozen turbulence.

3. Application to Wall Bounded Flows

Thus far in the paper we have presented the optimisation problem in as generic a way as possible.
To proceed further with the derivation we now need to derive expressions for the boundary conditions,
objective function and slip velocity. We will examine these for the case of wall-bounded or ducted
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flows, for which there is no contribution to the objective function from the interior of the domain. So,
in the cases where the objective function only involves integrals over the surface of the flow domain
rather than over its interior, the adjoint equations reduce to:

=Vu- (omVm) = (omVm - V)u =V - 2uuD(u)) = = Vg +aVp — Rpyu

V- (23‘;;:1D(u)> Vm, (18a)
V- (put) =0, (18b)
9 t t
- (vm—i-aa(txvd]-)—i—l:;: (Zl—l) w) -Vﬁ:v-% (1—a<2‘j—1>)w
+ 5. (18¢)

These equations no longer depend on the objective function, so when switching from one
optimisation objective to another, they remain unchanged and only the boundary conditions have to
be adapted to the specific objective function. Note that as a result of Equation (18b), V - u = 0 [22] and,
therefore, S, = 0.

For the adjoint boundary conditions, the terms in Equation (16a) involving y,, can be rewritten as,

/rdl"Zymn - (D(u) - 6vyy — D(0vy) - u) = /rdl"ym((n -V)u - 6vy — (n- V)vy, - u) (19)

(Ref. [19]) and therefore the adjoint boundary conditions, Equation (16), reduce to:

/rdl" <n(u “OmVim) + PmVm - U+ py(n - V)u — goyn + afn t5es iy
Vi
+28\P:d - (D(Vm) -u—D(u) -vm)> OV — / Al (- V)évy, -u =0, (20a)
m T
dJr B
/r AT (pmun n apm) Spm =0, (20b)

Adr((vm-n+i(avdj)-n+}i1 (2"5—1) (n-V)zx)/S
Ll (1—a(2’j—1>) (n-V)B+Cy+Co+ h)

" _/rdrﬁ;j: (1 —a (’;‘: - 1)> (n-V)da = 0. (200)

In order to determine the boundary conditions of the adjoint variables, the boundary conditions
imposed on the primal variables are listed in Table 1. We will derive expressions for the three main
boundary conditions.

Table 1. Primal boundary conditions.

Um o Pm
Inlet fixed value fixed value  zero gradient
Wall Zero zero gradient  zero gradient

Outlet  zero gradient zero gradient Zero
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3.1. Adjoint Boundary Conditions at the Inlet

At an inlet, the primal velocity and dispersed-phase volume fraction are usually fixed, so,
ovy, =0 and da = 0. (21)

The first integrals in Equations (20a) and (20c) therefore go to zero and Equation (20) reduces to:

/rdl"ym(n V)6V u =0, (22a)
dJr B
/r AT (pmun n apm> Spm =0, (22b)
t
/rdl"ﬁ%’ (1 By (Z‘j - 1)) (n-V)éa = 0. (220)

When both fluids are incompressible, V - v, = 0 [22], and as dv,,y = 0 along the inlet, (n -
V)ovy = (n-V)dvy [19], where v, is the tangential component of the mixture velocity. Hence,
Equation (22) reduces to:

/l;dl"ym(n +V)ovyt-uy =0, (23a)
9
/r AT (pmun + a;;) Spm =0, (23b)
i ( (Pd )) _
argt (126 (P2 21)) (n-V)oa =0, 23c
[ .rp 5 - (n-V) (250)

where u; is the tangential component of the adjoint velocity, from which we deduce the boundary
conditions for the adjoint variables at the inlet to be:

u =0, (24a)
1 JJr

u = -y 24b

n o 30m (24b)

B=0 < ul, #0. (24c)

Note that these derivations do not impose a condition for 4. Since g enters the adjoint drift flux
equations in a manner similar to the way p;, enters the primal drift flux equations, the zero gradient
boundary condition of p;; at the inlet is applied to g as well,

(n-V)g=0. (25)

3.2. Adjoint Boundary Conditions at the Wall

At a wall, typical primal conditions are zero velocity and zero gradient of the dispersed-phase
volume fraction. Therefore, we have,

Vi =0, vy, =0 and (n-V)da = 0. (26)
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The first integral in Equation (20a) and the second integral in Equation (20c) therefore go to zero
and the terms in the first integral in Equation (20c), containing v, go to zero. Equation (20) therefore
reduces to:

/rdl"ym(n -V)ovy, -u=0, (27a)
dJr _
/r dr (pmun n apm> Spm = 0, 27b)
9 t
/rdl’( (atx(oavd]-) ‘n+ % (Sj - 1) (n . V)DC> ﬁ
t
—i—% <1—a<pil—1>)(n-V)[S—i—Cz—i-%];)M:O. (27¢)

As at the inlet, the primal velocity does not diverge and év,;; = 0 along the wall, so Equation (27)
reduces to:

/rdfym(n - V)Vt - ur = 0, (28a)
dJr _
/r AT <pmun n apm> Spm =0, (28b)
9 .
/rdl"( (aa(zxvdj) ‘n+ ];—C (2‘1 - 1) (n- V)oc) B
P Pd ar\,. _
+E (1—vc<pc—1>)(n-V)ﬁ+Cz+aﬂ)éa—o, (28¢)

from which we deduce the boundary conditions for the adjoint variables at the wall to be:

u =0, (29a)
1 9]r
Uy = R (29b)
t
(ai(l’évalj) ‘n+ % (Zj - 1) (n- V)“) p

Equation (29¢) is used to determine 8 and, as at the inlet, Equation (25) applies.

3.3. Adjoint Boundary Conditions at the Outlet

At an outlet, typical primal conditions are zero pressure and zero gradient of velocity and
dispersed-phase volume fraction. Therefore, we have,

0pm =0, (n-V)dvy =0 and (n-V)da =0. (30)
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The second integral in Equations (20a) and (20c) therefore goes to zero and, with ép,, = O,
Equation (20b) is identically fulfilled. The remaining terms in Equation (20) are the first integrals in
Equations (20a) and (20c), which can be made to go to zero by enforcing the integrands to vanish:

n(u-PmVi) + PmVm - nu+ iy (n- V)u — goyn + afn + afr
Opd —
avmn D(u) vy, =0, (31a)
t
(vm n+ aa (avg) -n+ P‘;—T (2‘: - 1) (n-V)oc) B
t
+Vm(1—tx<pd—1)>( V)B+C1+Ca+ ]1":0. (31b)
Pc POc Jdu

Note that the term containing D(v,,) = 0, because (n - V)v,, = 0. Decomposing Equation (31a)
into its normal and tangential components yields:

0
PmW - Vi 4 PmUn Vi - 0+ (0 V) iy — pmq + 2 + 5 Jr
Vi -
g o
8vmn D(u) vy -n=0, (32a)
9 0
OmVm - DUt + fy (0 - V)ue + Jr _ 2 2 -D(u) - vyt = 0. (32b)
oVt 8vm

Equations (31b), (32a) and (32b) are used to determine f, g and uy, respectively. Since uy, is
prescribed at the inlet, the adjoint continuity equation, Equation (18b), is used to calculate u, at the
outlet, @r. The boundary conditions for the adjoint variables at the outlet are summarised as:

E) d
OmVm - 0y + (- V)uy — Iy, . D(u) - vyt = — Jr , (33a)
a avmt
un = Pr, (33b)
J Fon (Pd ) >
Vi N+ avgi) n+—"|—=—-1)(n-V)a
(v g lov) m+ 2 (B4 1) (- w)) p
+& (1—&(”—1)>(H'V)ﬁ:—cl Cz—aj (33C)
Pec Pc o’
UV + UnVy -0+ Vy(n-V)uy + ocﬁ 1 9
Om pm vy, -
2 a}ld .
where vy, = Em s the mixture kinematic viscosity. A summary of the boundary conditions for the

m
adjoint variables is presented in Table 2.

Table 2. Adjoint boundary conditions for ducted flows.

ug Un ,B q
Inlet Zero Equation (24b) Zero zero gradient
Wall Zero Equation (29b)  Equation (29c)  zero gradient

Outlet Equation (33a) Equation (33b) Equation (33c) Equation (33d)
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4. Objective Function

The objective function is related to the dispersed-phase mass-flow rate at the boundaries of
the domain,

Jr = apgvy -, (34)

where «ap; is the dispersed-phase mass fraction and v, - n is the dispersed-phase velocity normal to
the boundary. Since the phase fraction at the inlet is specified, the objective function is defined as the
mass-flow rate of solid at the outlet, and Equation (12) becomes,

J = /r 4T, (35)

where , refers to the outlet. The derivatives of the objective function, Equation (34), with respect to the
primal variables are:

r

avm ‘n - “pdl (36a)
or _ 0, (36b)

OVt

dJr Iy

on Pa (Vm BACR oa ) v (36c)

dJr
— =0. 36d
3 (36d)

Derivation of Equation (36¢c) can be found in Appendix E. Using these derivatives, the adjoint
boundary conditions at an inlet reduces to:

u =0, (37a)

un =0, (37b)
B=0 < ul, #0, (37¢)
(n-V)g=0. (37d)

At a wall, there is no contribution from the objective function, so:

u; =0, (38a)
un =0, (38b)

<aa“(¢xvd]~) ‘n+ ]:i" (f)‘j — 1) (n- V)zx) B
#j: (1_a(fz_1>>(n.v>ﬁ:o, (380)

(n-V)g=0. (38d)
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Note that C; = 0 because u = 0. At an outlet, to satisfy the adjoint continuity equation,
Equation (18b), un = 0, so:

Vi -0t + vy (- V)ug — A%n -D(u) - vyt =0, (39a)
Om OV

Uy =0, (39b)
(vm'n—ki(avdj)m—i—lj” <f)‘j—1) (n‘V)tx) B

t d
ap 1 Oy 2 0pa

u-Vy + vy (n-V)un + — +

om P Bvmn pm vy D VR =4 (39d)

Note that C, = 0 because u, = 0 and D(v,,) = 0 when (n- V)v,, = 0. A summary of the adjoint
boundary conditions, using the objective function defined in Equation (34), is presented in Table 3.

Table 3. Adjoint boundary conditions, using objective function Equation (34).

Ut Un I; q
Inlet Zero Zero Zero zero gradient
Wall Zero zero Equation (38c)  zero gradient

Outlet Equation (39a) zero Equation (39c) Equation (39d)

5. Settling Velocity

The equations thus far have been derived for the most general case in which the settling (drift)
velocity has not been specified. Of course the settling velocity is key to the behaviour of the drift
flux model, and incorporates much of the physics of the multiphase system. Here we will derive the
appropriate additional equations for two common settling velocity models, vis. the Dahl [23] and
Takacs [24] models.

5.1. Dahl Model
In this formulation v,; is modelled using,
Vdj = v010_k"‘, (40)

where vy is the maximum theoretical settling velocity and k is a settling parameter, and its partial
derivative with respect to « is given by,

% = —kIn10wvy;. 41
on /

5.2. Takacs Model

In this formulation vy; is modelled using,

Vi =V (e_”("‘_“’) - e_“l("‘_“’)) , (42a)
0 < vgj < Voo, (42b)
where:

e  ais the hindered settling parameter,
e g is the flocculent settling parameter,
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e 1, is the volume fraction of non-settleable solids at the inlet and
e  vqp is the maximum practical settling velocity,

and its partial derivative with respect to « is given by,

anj

™ =V (_ae_”(“_ar) + ale_ﬂl(”‘_“r)) . (43)

For both models the partial derivative of av,; with respect to a is given by,

9 Ivyj
a(zxvdj) = Vgj + “TILJ' (44)

6. Conclusions

In this paper we have derived, for the first time, the adjoint equations based on the drift flux
model for dispersed multiphase flow. In addition to the adjoint drift flux equations themselves we
have presented the adjoint boundary conditions for the common boundary conditions (Inlet, Outlet,
Wall), as well as a treatment of the generic objective function, and specific formulations corresponding
to the common settling velocity models proposed by Dahl [23] and Takacs [24]. From these elements
a full adjoint set of equations can be derived for any specific ducted flow problem, and of course
implemented in an appropriate numerical code. This of course also presents many, largely numerical
and coding, challenges, and this will be the subject of subsequent papers.
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Appendix A. Derivation of Equation (10a)

The variation of (Rq, Ry, R3)T with respect to vy, is calculated as,

v, (R1, Ra, R3)T = v, ((Vm V) (omVm) + V(ompm) — V - (ZVmD(Vm))

+V- (ﬁ Ppcid Vdj"dj) — g+ Npmvm> (A1)
= (6Vi - V) (omVm) + (Vi - V) (0m0Vim) — V - (2umD(6vi))
=V - (28v,,14mD(Vin)) + RppudVy.1

As stated above, p; is defined as the sum of the continuum, dispersed-phase and mixture
turbulent viscosities,

Mm = MPc+ YPg + V}tnr (A2)

where . is constant, y, is a function of v, and a, and y!, is obtained from turbulence modelling.
Equation (A1) can now be rewritten as,

v, (R1, Ry, RB)T = (0vim - V) (omVm) + (Vi - V) (0m6Vm) — V - (ZﬂmD(évm))
— V- (204, 11aD(Vin) ) + R0V, (A3)

where éy,, 11!, has been neglected.
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Appendix B. Derivation of Equation (10g)

The variation of (Ry, Ry, R3)T with respect to a is calculated as,

6u(R1, R Ra)T = b (v ) o) + 5 (ppn) = ¥ - (2nD(vi)

& PcPd
+V- (1 — pmvd]-vdj) —omg + Npmvm>

= 0u((vin - V) (omvm)) + 6V (ompPm) — 0oV - (2umD(Vin))

+5aV~A+5a(pm(Nvm—g)), (A4)
where & pep
_ Peldo o .
A= 1—a o Vd]Vd] (A5)
and

pm = apg + (1 —a)pc
= (1-a)pe (1 4+ pd) . (A6)

Substituting Equation (A6) into Equation (A5) and rewriting the parentheses as binomial
expansions,

1—a)! !
A=a(l- 06)”94%1& (1 e pd) ViV
Y Pc

c

L pa
:ocpd(1+zx<2Hpc)+...>vd].vdj, (A7)

Asa < landpy =~ 20, = ‘2 - ﬁ%‘j < 1 and ignoring terms containing squared and higher

powers of a,

A R apgv4ivgj. (A8)
Substituting Equations (A8) and (A2) into Equation (A4),

da(R1, Ry, R3)T ~ (pg — pc)((vm -V)(6avy) + V(dapm) + oa(Nv,, — g))
-V (ZéaydD(vm)) + V-4, (zxpdvdjvdj), (A9)

where 6, 1%, has been neglected.

Appendix C. Derivation of Equation (10i)

Similarly, the variation of R5 with respect to « is calculated as,

JuR5 = 0, (V (avy) + V- (‘;‘fcvdo -V (KW))
m
= 54V - (V) + 6,V - B— 6,V - (KVa), (A10)
where

apc
B=—"—vy;. All
Om Vij ( )
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Substituting Equation (A6) into Equation (All) and rewriting the parentheses as
binomial expansions,

-t e\
B =ape Pc 1+170CPC vdj

_ oL o) .
_uc<1+vc(1 1—04pc>+ )vd]. (A12)

Asa < land p; =20, = ‘1fﬁ%§
powers of «,

< 2 and ignoring terms containing squared and higher
B~ tXVd]'. (A13)
As stated above, K is defined as the mixture eddy diffusivity,

- (A14)

From Equation (A6), Pim can be written as,

-1
1:1(1—a)1(1+ ¢ pd)
Om  Pec 1—wapc

:1<1+a<1_‘0d>>/ (A15)
Oc Oc

ignoring terms containing squared and higher powers of «.
Substituting Equations (A14) and (A15) into the term containing K in Equation (A10),

t
5.V - (KVa) = 6,V - (”’”w)

R CICAEIN
_v. ("iﬂ (1—|—(1x+§tx) (1— p‘j)) V(oc+5tx)> (Al6)

t
-V ("’" <1+a<1—pd>)w>
Pc Oc
0 o
t
+ V- <‘uma <1—pd> V&x),
Oc Oc

ignoring the term containing éaVda, because when substitued into Equation (9) becomes terms
containing squared powers of da. Equation (A10) now becomes,

t
5xRs ~ V- (6avy) + V - S (avgj) — V - (”’"v(slx)

Pc
t t
4 Em (pd - 1) V- (6aVa) + Hm (pd - 1) V- (aVéa), (A17)
Pec \Pc Pec \ Pc

where 6, 1%, has been neglected.



Fluids 2020, 5, 31 16 of 21

Appendix D. Derivation of Equation (13)

Decomposing the objective function into contributions from the boundary and interior of the
domain, according to Equation (12), the terms in Equation (11) can be written as follows. The variations
of the objective function can be written as,

Sy J:/drai-avar/ dﬂaﬁ-évm, (A18)
n r OJvy JO vy
(spm]:/dr Ir m+/ 0 ]95 (A19)
+ "
and 3] 3],
_ 9Jr gJja
5] = /r ar SLoa + /Q 40 %26, (A20)

Applying the product rule, divergence theorem and continuity equation, and using the Einstein
notation for clarity, the terms containing u, v;; and V can be written as,

d
/Q dQu - (0vi - V) (omVm) = / dQ) uk&)mi?(pmkvmk)
Urdv
= / dQ ukpmkvmk50m1 / dQ) Pmkvmki( Sx i)
1

ouy
= /r AL DUk Ok OV mi — /Q dQPmkvmkfsvmiaTCi (A21)

000,
_/ demkvmkuk a _

_/an OmVim) - OV — /dQVu (omVim) - 6V,

d
/QdQu- (Vi - V) om0V :/ aQ ukvmiT(Pmk(Sz;mk)
d
= / dQ ”kvmzpmk&Jmk / aQ pmk&Jmka (ukvmz)

u
= /r Al NiUg0 i k00 mk — /Q dQPmkavmkvmiaT: (A22)

AV,
- /QdQ OmkOV ik Uk a;’jl
= / AT u(omVm - n) - 6vy —/ AQ (pmVm - V)u - 6vy,
T Ja
and
2]
/QdQu' (Vm ~V)(50(Vm) :/ dQ ukvmiT(éakvmk)
d
—/ aQ - MkUszkUmk /dQ‘S“kvmka (ukvmi)
:/dl"niukvmiézxkvmk—/ dQéakvmkvmiﬂ (A23)
T @) axi
OV,
_/Qdﬂéakvmkukﬁ

= /rdl“u(vm ‘n) - vyl — /QdQ (Vi - V)u - vyda.
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Applying the tensor-vector identity [25], the divergence theorem and a property of the colon
product, demonstrated below,

Vu: D(6vy) = Vu : % (v(svm + (wvm)T)

_1 (Vu :Vévy, + Vu: (V(Svm)T)

N

/

= % Vu: Vévy + (Vu)T : v(svm) (A24)

1 T\ .
=5 (Vu+ (Vu)T) : Vovy,
=D(u) : Vévy,

the term containing y,, can be written as,

/QdQu-V-(2;4mD((5vm)) :/QdQV-(ZymD(évm)-u)—/QdQVu:ZymD(évm)
:/rdrzymn-D((svm)-u—/odmymD(u) V6V
:/l;dl"Zymn-D(évm)m—/QdQV- (2umD(u) - 6vy)

+ [ 4OV @uuD(w) - oviy (A25)
:/rdFZymn-D((Svm)~u—/rd1“2],tmn'D(u)‘(5vm
+ [ QY- 2uuD(w)) - v,
Similarly, the terms containing y; can be written as,
/QdQu-V- (62 1taD (V) :/rdrcsaydn-D(vm)~u—/rd1’5aydn-D(u)-vm
+ /Q dOY - (614D (1)) - Vi (A26)
and
/Qd()u~V~ (0v,1taD (Vi) = /rdl"évm‘udn~D(vm) ‘u— /Fdl"évm‘udn~D(u) Vi
+ /Q dQV - (84, 1aD(u)) - Vin. (A27)

Applying the product rule and divergence theorem, the remaining terms in Equation (11) can be
written as,

/anqv.(pmavm) :/QdQV~(qpmévm)—/QdQqum&vm

— /r AT Gopm - 6V — /Q AQ oV - ¥, (A28)

/(')dn/sv-(wvm) :/anv-(/swvm)—/édavpyafsvm

- / AT apn - 6vy — / dQaVB - vy, (A29)
T (@)
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/Qd()u-V(pmépm):/QdQV‘(upmépm)—/QdQVmpm(Spm

= /l_dl"pmu~n(5pm—/QdQV~pmu(5pm,

/QdQu.V(ézxpm):/QdQV-(u(Sapm)—/QdQV'uéocpm

:/rdl"u-névcpm—/()dﬂv-uéapm,

/Q dQu-V - S (ocpdvd]-vd]-) = /Q aQv - (ué,x (Dcpdvd]-vdj))
. /Q dOV - udy (apva;vay)
= /I’ dl'u- néa(ocpdvdjvdj)

—/QdQV-u(Sa(ocpdvdjvdj),

l/QquV~(5avm):/QdQV-(q&avm)fl/QdQVq'(éocvm)

= / dl vy, - néa —/ dQ (v, - V)goa,
T (@)

/QdQ,BV-((Svcvm):/QdQV-(ﬁ(Szxvm)—/QdQVﬁ-((Szxvm)

:/Fdrﬁvm-n(sa—/ndn(vm-v)ﬁéa,

/QdQ,BV-é,X(avd]-):/QdQV-(ﬁ(Sa(avdj))—/QdQV,BwSa(ocvdj)

_ /r 4T By (avgy) -1 — /O Q6 (avy;) - VB,

M P ([ ‘
A0 gty vew = P ([ aav . (8vsn) - [ dQVE- Vs
/Q pruy von = I (/Q V- (BVéa) /Q VBV zx>

t
_”m(/drﬁmwa
Pc r

_/()dQv.((sav/s)+/(2d05aV~Vﬁ>
:F:i"</rdrﬁ(n-vm

/rdF(Sa(n~V)ﬁ+/QdQ5“V‘Vﬁ>'

18 of 21
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(A32)
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(A34)

(A35)
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/Qd()ﬁ};’% (2"5—1) V- (6aVa) = ’:i” (Z‘j—l) (/anv.(/mw)

/()dQVB-(&aVa)) (A37)

_ P:fr (Z‘j—l) (/rdrﬁéoc(n-V)zx
—/(#QMW-V,B)

and

/an/s’:i" (Pd - 1) V. (aVéa) = I <Pd - 1) (/anv - (BaVéa)

Oc Pe \Pc
_ /Q dQVp- (aVéoc))
— ’:f: (f)i _1> (Adrﬁan-V5a (A38)

- /Q dOV - (a6aV ) + /Q dQ(SocV~(ocV[S)>

_ P{‘j: (Zf —1) (./r.dl“txﬁ(n-V)éoc

- / dT wéa(n - V) + / 406V - (aV/Z)) .
T Q
Equation (11) can now be reformulated and rearranged as Equation (13).

Appendix E. Derivation of Equation (36¢)

Decomposing the dispersed-phase velocity into the mixture and dispersed-phase diffusion
velocities, Equation (34) can be rewritten as,

Jr = apg(Vin + V) -1

= apy (Vm + pcvdj) -n, (A39)

Om
where vy; is defined in terms of vy, the dispersed-phase velocity relative to the mixture velocity,
as vy = %vdm. Substituting Equation (A6) into Equation (A39) and rewriting the parentheses as

binomial expansions,

-1
— —a) ! & P -
Jr = apq (Vm+(1 @) <1+1_(ch> Vd,) n (A40)
:txpd<vm+(1+tx+-~)(l11}(?+~~)vd1)'n (A41)
1
s () ) e

Asa < land pg =20, = ‘1 - ﬁ%‘:‘ < 2 and ignoring terms containing squared and higher
powers of a,
Jr = apg(Vim + vg;) - . (A43)
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Applying the product rule,

avy;
%% = p4(Vin +vdj) -n + apde ‘n
avd]‘
= py4 (vm + vy + “E)(x) ‘n. (A44)
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