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ABSTRACT

In the present work, CFD simulations have been carried out to study solid suspension in gas-liquid-solid mechani-
cally agitated contactor using Eulerian-Eulerian multifluid approach along with standard k — ¢ turbulence model. A
multiple frame of reference (MFR) has been used to model the impeller and tank region. The CFD model predictions

are compared qualitatively with the literature experimental data and quantitatively with our experimental data. The
present study also involves the effects of impeller design, particle size and gas flow rate on the critical impeller speed
for solid suspension in gas-liquid-solid mechanically agitated contactor. The values predicted by CFD simulation for
critical impeller speed agrees well with experimental data for various operating conditions.
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1. Introduction

Mechanically agitated reactors involving gas, liquid and solid
phases have been widely used in the chemical industries and
in mineral processing, wastewater treatment and biochemi-
cal industries. This is one of the widely used unit operations
because of its ability to provide excellent mixing and contact
between the phases. Despite their widespread use, the design
and operation of these agitated reactors remain a challeng-
ing problem because of the complexity encountered due to
the three-dimensional (3D) circulating and turbulent multi-
phase flow in the reactor. An important consideration in the
design and operation of these agitated reactors is the deter-
mination of the state of full suspension, at which point no
particles reside on the vessel bottom for a long time. Regard-
ing solid suspension, basically three main suspension states
are observed in a mechanically agitated reactor namely; com-
plete suspension, homogeneous suspension and incomplete
suspension. A suspension is considered to be complete if no
particle remains at rest on the bottom of the tank for more
than 1 or 2s. The determination of such complete suspension
is critical, since only under this condition the total surface
area of the particles is effectively utilized. One of the main
criteria which is often used to investigate the solid suspen-
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sion is the critical impeller speed (Njs) at which solids are
just suspended. The most widely used criterion for the critical
impeller speed in the operation of solid-liquid stirred reactors
is still based on the pioneering work of Zwietering (1958) for
the just-suspension condition.

In some of the applications like hydrogenation, catalytic
oxidation and chlorination processes, the solids are sus-
pended in the presence of gas, in which the solids act as a
catalyst or undergoes a chemical reaction in mechanically agi-
tated reactors. In these type of reactors, the agitator plays the
dual role of keeping the solids suspended, while dispersing
the gas uniformly as bubbles. The critical impeller speed (Njsg)
for solid suspension in the presence of gas medium is the
main parameter used for characterizing the hydrodynamics of
these reactors. The critical impeller speed for gas-liquid-solid
mechanically agitated reactors mainly depend on several
parameters such as particle settling velocity, impeller design,
impeller diameter, sparger design, and its location.

The designing and scaling up of mechanically agitated
reactors are generally based on semi-empirical methods. For
example the flow regime map for gas-liquid-solid flows gen-
erated by different types of impellers in a fully baffled stirred
tank reactor is given by Pantula and Ahmed (1998) and the
map (Fig. 1) shows impeller flooding and complete gas dis-
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Nomenclature

solid compaction modulus

off bottom clearance (m)

average solid concentration

drag coefficient in turbulent liquid

drag coefficient in stagnant liquid

drag coefficient between liquid and gas phase
drag coefficient between liquid and solid phase
instantaneous solid concentration

turbulent dispersion coefficient

local solid concentration

Cu, 0k, 0¢, Cq, Cy coefficient in turbulent parame-

ters

coefficient in particle induced turbulence
model

bubble mean diameter (m)

particle mean diameter (m)

impeller diameter (m)

Eotvos number

interphase drag force between liquid and gas
()

interphase drag force between liquid and solid
(N)

turbulent dispersion force (N)

acceleration gravity (m/s?)

solid elastic modulus

reference elasticity modulus

cloud height (m)

the turbulence kinetic energy (m?/s?)

number of sampling locations

impeller speed (rpm)

critical impeller speed for just suspended con-
dition (rpm)

critical impeller speed in the presence of gas for
just suspended condition (rpm)

power number

pumping number

Reynolds number

power (W); liquid-phase pressure (kg/m s?)
solids pressure (kg/m s?)

turbulence production due to viscous and buoy-
ancy forces

radial position (m)

bubble Reynolds number

particle Reynolds number

internal diameter of tank (m)

local gas phase velocity vector (m/s)

local liquid phase velocity vector (m/s)

local solid phase velocity vector (m/s)

gas flow rate in vvm (min~?)

axial position (m)

Greek letters

liquid phase turbulence eddy dissipation
(m?/s%)

liquid, gas and solid volume fraction, respec-
tively

maximum solid packing parameter
Kolmogorov length scale (m)

gas phase effective viscosity (kg/m s?)

liquid phase effective viscosity (kg/m s?)

Ueffs solid phase effective viscosity (kg/ms?)

ig gas viscosity (kg/ms?)

w liquid viscosity (kg/m s?)

Us solid viscosity (kg/m s?)

Utg gas induced turbulence viscosity (kg/m s?)

Hts solid induced turbulence viscosity (kg/m s?)

url liquid phase turbulent viscosity (kg/m s?)

UTg gas phase turbulent viscosity (kg/m s?)

UTs solid phase turbulent viscosity (kg/ms?)

Pg gas density (kg/m?3)

ol liquid density (kg/m?)

Ps density of solid phase (kg/m3)

Ap density difference between liquid and gas
(kg/m?)

o surface tension coefficient (kg m?/s?); standard

deviation value for solid suspension

Subscripts and superscripts

CBD-S curved blade disc turbine, (Smith), D=T/3

CIS critical impeller speed

eff effective

g gas phase

k phase

1 liquid phase

max maximum

PBDT  pitched blade downward turbine

PBU-L pitched blade turbine pumping in upward
mode, D=T/2

rpm revolution per minute

RT Rushton turbine

RT-S Rushton turbine, D=T/3

RT-L Rushton turbine, D=T/2

S solid phase

vvm volume of gas per volume of slurry per minute

persion region, off bottom suspension region, and uniform
suspension region. Although the available correlations in the
literature are of great importance from an operational point of
view, they do not provide a clear understanding of the physics
underlying the system. From a physical standpoint, the state
of suspension of solid particles in the reactor is completely
governed by the hydrodynamics and turbulence prevailing in
the reactor. Only a few studies have been made to understand
the complex hydrodynamics of such complicated stirred reac-
tors (Chapman et al., 1983; Aubin et al.,, 2004; Guha et al.,
2007). Although many experimental efforts (Chapman et al.,
1983; Rewatkar et al., 1991; Pantula and Ahmed, 1998) have
been focused on developing correlations for just-suspension
speed, a systematic experimental study to characterize the
solid hydrodynamics in slurry reactors can hardly be found in
the literature. Hence,
The objective of this study is to undertake

(a) Systematic experimental study on critical impeller
speed for various operating and process conditions for
gas-liquid-solid flows in mechanically agitated reactors.

(b) CFD simulations for the prediction of the critical impeller
speed and cloud height for solid suspension in the
gas-liquid-solid mechanically agitated reactor and valida-
tion with our experimental results ((a)).
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Fig. 1 - Flow regime and gas holdup in three-phase agitated reactor (Pantula and Ahmed, 1998).

Moreover, since any CFD simulation has to be validated
first, the CFD simulations have been validated with those
reported in the literature (Aubin et al., 2004; Guha et al,,
2007). After validation, the CFD simulations have been per-
formed to study the effects of impeller design, impeller speed,
particle size and superficial gas velocity on the prediction
of critical impeller speed and cloud height for just sus-
pended condition in gas-liquid-solid mechanically agitated
reactor.

2. Experimental details

The schematic diagram of the experimental setup is shown
in Fig. 2. Experiments were conducted in a baffled cylin-
drical tank of internal diameter, T of 250mm and which is
transparent to light so that the suspension of solids is eas-
ily visible. The bottom of the tank is elliptical in shape. Two
types of impellers were employed viz., six-bladed Rushton tur-
bine of diameter D=100mm (D=T/2.5) and four-bladed 45°
pitched blade turbine of diameter D=125mm (D=T/2) with
the impeller off bottom clearance C=62.5mm (C=T/4). The
dimensions of the impellers chosen for this work are based
on the observation of Chapman et al. (1983) and Pantula and
Ahmed (1998) that the performance in terms of suspension
quality at higher gas rates are much improved if larger diam-
eter is employed. Similarly low clearance has been shown to

enhance particle suspension capability (Nienow, 1968). For this
experimental study, water (o=1000kg/m?) is used as the lig-
uid phase and ilmenite particles p=4200kg/m? in the size
range of 150-230 pm is used as solid phase. Air is admitted
to the reactor using a pipe sparger and is placed at a clear-
ance of 25 mm from the center of the impeller. Agitation was

6 7

Di

Reactor
Agitator

Gas Sparger
Baffles
Jacket

D C Motor
Power Meter
Rotameters

0NV wN

Fig. 2 - Experimental setup used for this study.
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Fig. 3 - Prediction of critical impeller speed from graphical
plot of Nge vs. Np.

carried out using a variable speed DC motor and the speed
of agitation was noted using a tachometer. Power consump-
tions were computed using measured values of current and
voltages. Other details of the present experimental study are
available in our earlier published work (Geetha and Surender,
1997).

The experiments were carried out for different impeller
types and different impeller speeds to determine the quality of
solid suspension. The critical impeller speed of solid suspen-
sion was determined experimentally for four different solid
loading rates viz., 10, 20, 30 and 40 wt.%. The critical impeller
speed for solid suspension is predicted by observing visually
that the solids remain at the tank bottom for not more than
2s (Zwietering, 1958). Since visual method is reported to be
not very accurate for higher solid loading rates, an alternate
method on the measurement of variation in impeller power
consumption with respect to the impeller speed was also used
to determine the critical impeller speed. The same method
was adapted by Rewatkar et al. (1991) for determination of
Njs and Njg for their reactors where the diameter of tank
was ranging from 0.57 to 1.5m. In this method, the graph of
power number versus Reynolds number is plotted. Then the
minimum value of the curve is taken as the critical impeller
speed. This is shown in Fig. 3 and the value obtained for criti-
cal impeller speed by visual method, is also shown in Table 1.
The error percentage was calculated as

Error% — ClSyisual — CISgraphical % 100
ClSyisual

It can be observed that the percentage of error is in the
range of 3-6% for various operating conditions. Since the devi-
ation is not much between both the approaches and visual
method is much more easier, this method is used for deter-
mination of critical impeller speed for further experimental
conditions.

3. CFD modeling

In the literature, CFD based simulations have been carried
out for the hydrodynamics of liquid-solid flows in agitated
reactors by Bakker et al. (1994), Micale et al. (2000), Sha et
al. (2001), Barrue et al. (2001), Kee and Tan (2002), Montante
and Magelli (2005), Khopkar et al. (2006a,b) and by Gosman
et al. (1992), Bakker and van den Akker (1994), Lane et al.
(2005), Khopkar et al. (2006a,b) for gas-liquid flows in agitated
reactors by employing Eulerian-Eulerian approach. But for the
case of gas-liquid-solid flows in mechanically agitated reac-
tors, available literature is less except the most recent work of
Murthy et al. (2007) and also experimental data for the local
flow characteristics like phase velocities and holdup profile
are also not available for the validation of CFD models. This is
because of complexities involves in three phase flows.

Also during the last few decades, various approaches have
been proposed in the literature for the prediction of flow pat-
tern induced by the revolving impeller in stationary tanks. The
most widely used approach in the literature is the multiple
frame of reference (MFR) approach in which the tank is divided
into two regions, i.e., a rotating frame which encompasses
the impeller and the flow surrounding it and a stationary
frame which includes the tank, baffles and the flow outside
the impeller frame. The boundary between the inner and
outer region need to be selected in such a way that, the pre-
dicted results are not sensitive to its actual location. The other
approach is sliding grid approach, in which inner region is
rotated during computation and slide along the interface with
outer region. This method is fully transient and is considered
as more accurate, but it requires more computational time
when compared to MFR approach.

In this study, the hydrodynamics of gas-liquid-solid
flows in mechanically agitated contactor is simulated using
Eulerian-Eulerian multi-fluid multiphase flow model. A MFR
approach is used to model the impeller and tank region. Each
phase is treated as different continua which interacts with
other phases everywhere in the computational domain. The
motion of each phase is governed by the respective mass
and momentum conservation equations. The pressure field is
assumed to be shared by all the three phases according to their
volume fraction. The governing equations are given below.

¢ Continuity equations for k=(g, 1, s)

%(%'Pk)"‘v‘([’k'@k‘ﬁk)zo @

e Momentum equations
o Gas phase (dispersed fluid phase)

a > o o
ot (0g - €5 - Ug) +V - (g - e - Ugllg)
- - \T
= —eg- VP4 V - (egltefr,g(Vlg + (Vlg) ) +pg-eg- 9 — Fplg

(2)

Table 1 - Values of critical impeller speed

Particle size (um) Air flow rate (vvm)

Critical impeller speed (rpm) % of Error

Visual method Graphical method
0 330 315 4.5
230 0.5 428 415 3.0
1.0 529 559 5.6
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o Liquid phase (continuous phase)
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o Solid phase (dispersed solid phase)
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=—g-VP—-VPs+ V- (Ss,ueff,s(vas
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where P is the pressure, which is shared by all fluids. ues is the
effective viscosity. The second term in solid phase momentum
Eq. (4) accounts for additional solids pressure due to solid col-
lision and last term (Fp) in all the momentum equations (2)-(4)
represents the interphase drag force.

3.1. Interphase momentum transfer

There are various interchange forces such as the drag, the
lift force and the added mass force, etc. during momentum
exchange between the different phases. But the main interac-
tion force is due to the drag force caused by the slip between
the different phases. Recently Khopkar et al. (2003, 2005) stud-
ied the influence of different interphase forces and reported
that the effect of the virtual mass force is not significant in
the bulk region of stirred vessel and the magnitude of the Bas-
set force is also much smaller than that of the inter-phase
drag force. Further they also have reported that turbulent dis-
persion terms are significant only in the impeller discharge
stream. Similarly Ljungqvist and Rasmuson (2001) have also
found very little influence of the virtual mass and lift force on
the simulated solid holdup profiles. Hence based on their rec-
ommendations and also to reduce the computational time,
only the inter-phase drag force is considered in the present
simulation and the only non-drag force considered in the
present simulation is the turbulent dispersion force.

The drag force between the liquid and solid phases is rep-
resented by the following equation

3 & - . -
FD,ls =Cpis Zpldi|us - M1|(Ms - ul) (5)
1%

where the drag coefficient proposed by Brucato et al. (1998) is
used which is as follows

3

Cpys — C d

D5~ D0 _g67x107* <p> (6)
Cpo A

where dp is the particle size and 1 is the Kolmogorov length

scale, Cpo is the drag coefficient in stagnant liquid which is
given as

24
Cpo = 2 (1+ 0.15Re3%%7) ?)

The drag force between the gas and liquid phases is repre-
sented by the equation

3 &g - . -
Fplg = CD,ngPlimg — U |(ug — ) (8)

where the drag coefficient exerted by the dispersed gas phase
on the liquid phase is obtained by the modified Brocade drag
model (Khopkar et al., 2006a,b), which accounts for interphase
drag by microscale turbulence and is given by

3
Cpjg —Cp 6%
S =65x10°°( 2 )

where Cp is the drag coefficient of single bubble in stagnant
liquid and is given by

24 8 Eo
=M == (1+ 0.15Re2687) = ) 10
o aX(Reb( +O15Re™). 3551 a (10)

where Eo is Eotvos number, Rey, is the bubble Reynolds number
and is given by

_ |ﬁ1 — ag\db

Rey, (11)

V1

— )2
Fo— g(or — pg)dy (12)

o

3.2.  Turbulent dispersion force

The turbulent dispersion force is the result of the turbulent
fluctuations of liquid velocity. It approximates a diffusion
of the gas phase from higher fraction region to lower frac-
tion region by turbulent fluctuations of liquid velocity. The
importance of modeling the turbulent dispersion force in
liquid-solid stirred tank is also highlighted in literature
(Ljunggvist and Rasmuson, 2001; Barrue et al., 2001). The fol-
lowing equation for the turbulent dispersion force derived by
Lopez de Bertodano (1992) is used for the present simulation
and is given by

Frp = —Crppiki Ve (13)

where Cp is a turbulent dispersion coefficient and the recom-
mended value for turbulent dispersion coefficient Ctp is in the
range of 0.1-1.0. But in literature (Cheung et al., 2007; Lucas et
al., 2007) the most widely used value for turbulent dispersion
coefficient is 0.1. Hence for the present investigation this value
is used.

3.3. Constitutive equations for turbulence

The standard k-&¢ model for single phase flows has been
extended for the three phase flows for simulating the tur-
bulence in the present study. The corresponding values of k
and ¢ are obtained by solving the transport equations for the
turbulence kinetic energy and turbulence dissipation rate.

a(slplkoc)

P +V. (81 <plﬁik1— (/14‘@) Akl)) = 5I(P1 - 10181) (14)
Ok

de1ore
Aape) | (glplml _ (M . @) Asl)
ot (e

al
= 81E(Csl Py~ Ci,p121) (15)
where C,, =1.44, C,, =1.92, 0,=1.0, 0,=1.3 and Py, the tur-
bulence production due to viscous and buoyancy forces is
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Table 2 - Tank design parameters and physical properties

Reference Impeller type Geometry Properties Operating
conditions
T=H=02m Liquid: p=1000kg/m?>
) i Nis =1200rpm
Guha et al. (2007) 6-DT D/T=1/3,C/T=1/3 Solid: p=2500kg/m?, s b
dp =300 pm
. T=H=10m Liquid: p=1000kg/m?
1 1. (2 - N;s =267 rpm
ST ERe (P 6-PBTD D/T=1/3,C/T=1/3 Solid: p=2500kg/m?, i P
dp =350 pm
. T=H=0.19m, C=T/3 Liquid:
. - - N =300
Aubin et al. (2004) 6-PBTD and 6-PBTU D=T/3 »=1000kg/m?, rpm

Our experiment 6-DT and 4-PBTD

T=H=0.25m

For DT, D=0.1m, For
PBTD,D=0.12m
C/T=0.0625m

B = 1000 kg/m?
Solid: p=4200kg/m?,
dp =125, 180, and

230 pm; Gas:Air

Njs =330-520rpm

given by

P; = ugVii - (Vi + viiT) — gv U(BuaV - i+ prky) (16)
For liquid phase effective viscosity is calculated as

Heff] = M + T + Mtg + [its (17)

where y is the liquid viscosity and ur) is the liquid phase

turbulence viscosity or shear induced eddy viscosity, which is
calculated based on the k — ¢ model as

k2
w1l =GP (18)

Itg, uts Tepresents the gas and solid phase induced turbulence
viscosity respectively and are given by Sato et al. (1981)

Htg = C,Lppsesdslﬁg - ﬁ1| (19)
Hts = Cpppsé‘sdsms — 1y (20)

For gas and solid phases the respective effective viscosities
are calculated as

Meff,g = Hg + UTg (21)

Heff,s = s + UTs (22)

The turbulence viscosity of gas and solid phases are calcu-
lated from the turbulence viscosity of liquid phase using the

(a) Computational domain

(b) Rushton Turbine

zero equation model:

Pg
UT,g = —HT] 23
€= T, (23)

.
HTs = — T (24)
ol

3.4. Solid pressure closure term

The solid pressure due to the particle-particle interaction
force is based on the concept of elasticity, which is described
as a function of local voidage. The most popular constitutive
equation for solid pressure is

VPs = G(es)Ves (25)
where G(gs) is the elasticity modulus and it is given as

G(es) = Go exp(c(es — esm)) (26)
as proposed by Bouillard et al. (1989), where Gy is the reference
elasticity modulus, ¢ the compaction modulus and gy is the

maximum packing parameter.

4. Numerical methodology

The commercial code ANSYS CFX-11 is used for the
hydrodynamic simulation of gas-liquid-solid flows in the
mechanically agitated reactor. The details of the reactor geom-
etry and the operating parameters are given in Table 2. Due
to the symmetry of the geometry, only one-half of the agi-

() PBTD

Fig. 4 - Computational grid of stirred tank used in this study: (a) tank; (b) Rushton Turbine; (c) PBTD.
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tator is considered as the computational domain. The first
step in CFD simulation is to discretize the computational
domain. In this study the geometry is discretized using block-
structured grids which allows finer grids in regions where
higher spatial resolutions are required. The blocks are fur-
ther divided into finer grids using the structured hexa mesh
option of ICEM so that the total number of computational
nodes is around 2,00,000. Fig. 4 depicts a typical mesh used
for the numerical simulation in this work. A MFR approach
has been used for the simulation of the impeller rotation.
In this method, the computational domain is divided into
a impeller zone (rotating reference frame) and a stationary
zone (stationary reference frame). The interaction of inner
and outer regions is accounted by a suitable coupling at the
interface between the two regions where the continuity of
the absolute velocity is implemented. The boundary between
inner and outer region is located at r/R=0.6. No-slip bound-
ary conditions are applied on the tank walls and shaft. The
free surface of tank is considered as the degassing bound-
ary condition. Initially the solid particles are distributed in
a homogenous way inside the whole computational domain.
The bubble size distribution in mechanically agitated reactor
depends on the design and operating parameters and there
is no experimental data available for bubble size distribu-
tion. It has been reported by Barigou and Greaves (1992) that
their bubble size distribution is in the range of 3.5-4.5mm
for the higher gas flow rates used in their experiments. Also
in the recent simulation on gas-liquid stirred tank reactor
carried out by Khopkar et al. (2003) a single bubble size of
4mm was assumed based on their bubble size distribution.
Since the gas flow rates used in our experiments are also
in the same range, a mean bubble size of 4mm is assumed
for all our simulations. Further, the validity of bubble size
used in the CFD simulation is rechecked by calculating the
bubble size based on the reported correlations in litera-
ture (Calderbank and Moo-Young, 1961) using the simulation
results of gas holdup and power consumption values. The
mean bubble size is calculated according to the following cor-
relation

(pQOAPOQ -1
dp =4.15( “——z— | &3> +0.0009 (27)
0.

The value obtained for mean bubble size is around 3.7 mm.
Hence for further simulations, the bubble size of 4mm
is used.

The discrete algebraic governing equations are obtained
by element-based finite volume method. The second order
equivalent to high-resolution discretization scheme is applied
for obtaining algebraic equations for momentum, volume
fraction of individual phases, turbulent kinetic theory and
turbulence dissipation rate. Pressure velocity coupling is
achieved by the Rhie Chow algorithm. The governing equa-
tions are solved using the advanced coupled multi-grid solver
technology of ANSYS CFX-11. Steady state simulations are
performed for different types of impeller, agitation speeds,
particle diameter, solid concentration and superficial gas
velocity. The simulation started with the fully developed
single-phase flow field in order to enhance the convergence
of multiphase flow simulation. The convergence criteria used
in all simulations is 10~* which is the factor by which
the initial mass flow residual reduces as the simulation
progresses.

5. Results and discussions

The CFD simulation is carried out initially for the following
two cases to confirm the validity of the model:

(a) Prediction of axial, radial and tangential solid velocity
components along axial and radial directions for the
case of liquid-solid agitated contactor with a radial type
impeller (RT).

(b) Prediction of axial solid distribution for the case of
liquid-solid agitated contactor with an axial type impeller
(PBTD).

(c) Prediction of axial liquid velocity component along the
radial direction for gas-liquid agitated contactor with axial
type impeller (PBTD and PBTU).

5.1.  Two-phase flows: solid-liquid flows in
mechanically agitated contactor

Hydrodynamic simulations of liquid-solid agitated reactor
are carried and the results obtained are validated with the
experimental results of Guha et al. (2007). For the case of
radial type impeller, Guha et al. (2007) characterized the solid
hydrodynamics in a solid-liquid stirred tank reactor using
computer-automated radioactive particle tracking (CARPT)
technique and measured axial and radial distribution of solid
axial velocity for an overall solid holdup of 7% at an impeller

(a)

3.539e+000

2.660e+000

1,782e+000

9.033e-001

—

2.475e-002

[m s*-1]

(b)
2.648e+000

riges” o 2=
R s

PEEIE S

1.988e+000

1.328e+000

6.679e-001

7.939e-003

[m s2-1]

Fig. 5 - Solid flow pattern for the case of: (a) Rushton
turbine; (b) PBTD impeller.
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Fig. 6 — Axial profiles of various components of solid
velocity for an overall solid holdup of 7% at 1200 rpm: (a)
radial component of solids velocity; (b) tangential
component of solids velocity; (c) axial component of solids
velocity.

speed of 1200rpm at the radial location of r/R=0.5. Simi-
larly for the case of axial type impeller, experimental data of
Spidla et al. (2005) have been used for the comparison of the
axial solid distributions. They have presented detailed par-
ticle distribution data using a conductivity probe for a pilot
plant stirred vessel of diameter 1 m which is stirred with six
pitched blade turbine. Fig. 5 shows the solid velocity pattern
obtained from CFD simulation for experimental data of Guha
etal. (2007) for the case of radial type impeller and Spidla et al.
(2005) for the case of axial type impeller in aliquid-solid stirred
tank reactor. Fig. 5(a) shows that for the case of Rushton type
impeller, there exists two circular loops above and below the
impeller and a radial jet of solids flow in the impeller stream.
For the case of PBTD impeller (Fig. 5(b)), there is a single circu-
lation loop for solids and the solids move upward towards the
surface of liquid and turn down to bottom. It can be seen that
the flow pattern predicted by CFD simulations quantitatively
agrees with profile available in literature.

The variation of non-dimensional axial, radial and tan-
gential solid velocity (U/Uyp, where Uyp=nDN) along the
non-dimensional axial directions (z/T) are plotted in Fig. 6(a—c)
for the case of Ruston type impeller at a radial position of
r/R=0.5. The overall solid holdup is 7% at the critical impeller
speed of 1200 rpm. The experimental data plotted in Fig. 6(a—c)
corresponds to the data given by Guha et al. (2007).

It can be observed that the axial variation of the axial
component of solid velocity agrees well with the experimen-
tal results. But for the other two components, even though
there is a quantitative agreement between experimental and
simulation results, there is a discrepancy between numerical
simulations and experimental results qualitatively near the
impeller region. This may be due to the fact that the mean
velocity components of the fluid mainly depend on the turbu-
lent fluctuations and these turbulent fluctuations dominates
mainly at the impeller region of stirred tank and the tur-
bulence model used in present study is not able to capture
properly the strong turbulence near the impeller region.

Similarly non-dimensional radial profiles ((r —R;)/(R—R;),
where R; is the impeller radius) of various components of non-
dimensional solid velocity at the axial position of z/T=0.34

(a)0.4
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(Guha et al. 2007)
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o
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u
]
m
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0 . . . =
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Fig. 7 - Radial profiles of various components of solid
velocity for overall solid holdup of 7% at 1200 rpm: (a) radial
component of solids velocity; (b) tangential component of
solids velocity; (c) axial component of solids velocity.
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Fig. 8 - Normalized axial solid concentration profiles at a
critical impeller speed of Nj; =267 rpm with 10vol.% solid
hold up for PBDT impeller.

are shown in Fig. 7. The same trend is observed in this case
also. This type of discrepancy is confirmed by Guha et al.
(2008) where they have carried out Large Eddy Simulation and
Euler-Euler simulation of solid suspension in stirred tank reac-
tor and concluded that there are major discrepancies in the
prediction of solid velocities by both the numerical methods
near the impeller region.

Fig. 8 shows that the comparison between numerical and
experimental results for non dimensional axial distribution of
solid volume fraction (Cy/Cavg) at the radial position of //R=0.8
for an overall solid holdup of 10% at the critical impeller speed
of 267 rpm for the case of PBTD impeller and it can be observed
that the comparison is quite good.

5.2.  Two-phase flows: gas-liquid flows in
mechanically agitated contactor

For the case of gas-liquid flows in an agitated contactor, CFD
model predictions of radial profiles of axial liquid velocity are

At axial position z*=0.19

0.4
# Experiment
(Aubin et al. 2004)
e 0.2 b ——CFD simulation
1
2
5 0
N
o]
-0.2
.
-0.4 T r T T T
0 0.2 0.4 0.6 0.8 1 1.2
rR (-)
At axial position z*= 0.49
0.4
A Experiment
(Aubin et al. 2004)
0.2 ——CFD simulation
< a La,
2 4
5 0 A
R faat
> A
0.2 A4 L.
0.4 T T T T
0 0.2 0.4 0.6 0.8 1
rR ()

validated with the experimental data of Aubin et al. (2004) for
the pitched blade turbine with downward pumping (PBTD) and
upward pumping (PBTU). For the case of pitched blade with
downward pumping, the radial profile of the nondimensional
axial component of liquid velocity (U,/Uyp) is shown in Fig. 9
at the impeller speed of 300 rpm. The values are plotted at four
axial positions (z/T=0.19, 0.31, 0.49 and 0.65). Similar results
are shown in Fig. 10 for the case of pitched blade with upward
pumping where the impeller speed is taken as 300 rpm. It can
be seen clearly that there is an excellent agreement between
the CFD simulations and the experimental data.

5.3. Gross flow field characteristics

The gross flow field characteristics of mechanically agi-
tated reactor are generally characterized by power number,
pumping number and pumping efficiency. Since the overall
prediction of CFD is good, CFD simulation is used further to
calculate these values. The pumping number (Nq) and power
number (Np) are calculated as follows

B ZfrrrUdr

ND? (28)

Nq

The limits of integration for the radial distance are from the
surface of the shaft to the impeller radius and U is the axial
liquid velocity

P

_ 29
DS (29)

Np

The pumping efficiency is then calculated by the following
equation

Pumping efficiency = % (30)

P

At axial position z*= 0.31
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Fig. 9 - Radial profiles of dimensionless axial liquid velocity at various axial locations for the case of pitched blade turbine

and downward pumping.
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Fig. 10 - Radial profiles of dimensionless axial liquid velocity at various axial locations for the case of pitched blade turbine

and upward pumping.

The Power draw (P) is determined from torque equation
(P=2xNT) and total torque can be calculated from the torque
acting on all the blades.

The predicted values of pumping number and power num-
ber are compared with experimental data and are shown in
Table 3. It can be observed that the values predicted by CFD
simulations agrees reasonably well with the experimental val-
ues but the overall gas holdup predicted by CFD simulation
varies slightly from the experimental values. This may be
because the gas holdup mainly depends on the bubble size
distribution, which is not included in the present study.

5.4.  Three phase flows: gas-liquid-solid flows in an
agitated contactor

In this section, CFD simulation has been used for simulating
the hydrodynamics of gas-liquid-solid flows in an agitated
contactor. For the case of three phase systems, experimen-
tal data for gas and solid hold-up profile are very limited or
not available. Therefore, the present simulations focusses on
the prediction of the bulk flow properties of gas-liquid-solid
mechanically agitated contactor such as critical impeller

speed. The values obtained by CFD simulation for critical
impeller speed is compared with our experimental data (Sec-
tion 2).

5.4.1. Solid suspension studies

CFD simulation of three phase stirred dispersion is undertaken
in this study to verify quantitatively the solid suspension char-
acteristics at the critical impeller speed which was obtained
by our experiments. The quality of solid suspension is eval-
uated by the extent of off-bottom suspension, i.e., critical
impeller speed for just suspended state and extent of axial
solid distribution, i.e., solid suspension height. Generally Zwi-
etering criteria (the impeller speed at which the particles do
not remain stationary at the bottom of the vessel) is used
for characterizing the off bottom suspension. But incorpo-
rating Zwietering criteria is difficult in the Eulerian-Eulerian
approach of the present CFD simulation. Hence the method
proposed by Bohnet and Niesmak (1980) which is based on the
value of standard deviation is used in the present study for the
prediction of critical impeller speed. This standard deviation
method was also successfully employed for liquid-solid sus-
pension by various authors (Khopkar et al., 2006a,b; Murthy et

Table 3 - Gross characteristics of gas-liquid stirred vessel

Operating Total gas holdup Power number (Np) Pumping number (Nq) Pumping efficiency (Nq/Np)
condition
Experiment CFD  Experiment CFD Experiment CFD Experiment CFD

(Aubin et (Aubin et (Sardeing et

al., 2004) al., 2004) al., 2004)
PBTD 0.037 0.042 1.56 1.3 0.59 0.64 0.39 0.49
N=300rpm
PBTU 0.058 0.052 1.80 1.5 0.57 0.49 0.32 0.33

N=300rpm
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Table 4 - Effect of impeller type on quality of suspension

Type of Njsg (rpm) Standard Cloud height
impeller deviation (o) (Helouda/H)
RT 520 0.80 0.92
PBTD 428 0.51 0.87

al., 2007). It is defined as

2

n
1 G
7=4ln El (Cavg - 1) (31)
1=

where n is the number of sampling locations used for
measuring the solid holdup. The increase in the homog-
enization (better suspension quality) is manifested as the
reduction of the standard deviation value. The standard
deviation is broadly divided into three ranges based on
the quality of suspension. ¢<0.2 for uniform suspension,
0.2<0<0.8 for just suspension, and o¢>0.8 for incomplete
suspension. Another criteria that has been used to quantify
solid suspension is based on the solid suspension height,
i.e., cloud height (Hjouq =0.9H). Kraume (1992) used these cri-
teria to evaluate the critical impeller speed in liquid-solid
suspension. CFD simulations were carried out for various
impellers and various gas flow rates to evaluate the qual-
ity of solid suspension in three phase stirred suspensions
in this study. The impeller speed was set equivalent to the
value of the critical impeller speed which was obtained by our
experiments.

5.4.1.1. Effect of impeller design on solid suspension. To study
the effect of various types of impellers, CFD simulations have
been carried out for two types of impellers viz., Rushton
turbine impeller with the impeller speed of 520rpm, four-
bladed pitched blade turbine with downward pumping with
the impeller speed of 428 rpm. The impeller speed chosen is
equivalent to the critical impeller speed value obtained by
our experiments for the following operating conditions. The
solid particle size chosen is 230 um, with the solid loading
of 30wt.% at an air sparging rate of 0.5vvm. Fig. 11 shows
solid volume fraction profiles predicted by CFD simulation at
midbaffle plane. Further, the predicted dimensionless axial
concentration profiles are also shown in Fig. 12. The quality
of suspension has been verified by both the standard devi-
ation approach and the cloud height method. The standard
deviation was calculated using the values of the solid volume
fraction stored at all computational cells. The value of the
standard deviation values with respect to the impeller rota-
tional speed and cloud height for different type of impellers
is shown in Table 4. It can be seen from the table that both
standard deviation values and cloud height values obtained
by CFD simulation shows the just suspended condition for
solids for both the type of impellers. Hence the critical impeller
speed observed by experiments is validated by the present CFD
simulation.

5.4.1.2. Effect of particle size on solid suspension. CFD simu-
lations have been carried out to study the effect of particle
size on the critical impeller speed for three phase stirred
dispersions. Three particle sizes are chosen for the present
investigation, viz., 125, 180 and 230 pum. Both types of
impellers, viz., Rushton and PBTD are chosen for the present

(@)
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Fig. 11 - Solid holdup distribution predicted by CFD for the
solid hold up of 30 wt.%, particle diameter of 230 pm and a
gas flow rate of 0.5 vvm at the critical impeller speed: (a)
Rushton turbine impeller; (b) PBTD impeller.

investigation. Solid volume fraction distribution obtained by
CFD simulation at the critical impeller speed condition for var-
ious particle sizes are shown in Fig. 13 for the solid loading of
30wt.% and an air flow rate of 0.5 vvm. From CFD simulation,
the standard deviation and cloud height of suspended solid are
also obtained and they are shown in Table 5. It can be observed
that the critical impeller speed for solid suspension increases
with an increase in the particle size for a fixed set of operat-
ing conditions and impeller configuration. This is due to the
fact that, with increase in the particle size, the settling veloc-

Table 5 - Effect of particle size on quality of suspension

Particle Njsg (rpm)  Standard  Cloud height
diameter (wm) deviation (0)  (Heoua/H)
RT

125 340 0.72 0.90

180 375 0.50 0.88

230 520 0.80 0.92
PBTD

125 325 0.36 0.82

180 346 0.56 0.88

230 428 0.51 0.87
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Fig. 12 - Axial solid holdup profile predicted by CFD for the
solid hold up of 30 wt.%, particle diameter of 230 pm and a
gas flow rate of 0.5 vvm at the critical impeller speed: (a)
Rushton turbine impeller; (b) PBTD impeller.

ity increases which leads to more energy requirement for the
suspension.

5.4.1.3. Effect of air flow rate on solid suspension. CFD simula-
tions have been carried out to study the effect of gas superficial
velocity on the critical impeller speed. Fig. 14 shows the solid
volume fraction distribution predicted by CFD at the critical
impeller speed for the solid loading of 30wt.% and the par-
ticle size of 230 um with different air flow rates (Vg=0, 0.5
and 1.0 vvm). The values of the standard deviation values and
cloud height with respect to the impeller speed for different
gas flow rates with different type of impellers are shown in
Table 6. The table values clearly show that the critical impeller

Table 6 - Effect air flow rate on quality of suspension

Air flow Njsg (rpm) Standard Cloud height
rate (vvm) deviation (o) (Heroua/H)
RT

0 370 0.78 0.8

0.5 520 0.80 0.92

1.0 612 0.61 1.0

PBTD

0 330 0.8 0.81

0.5 428 0.51 0.87

1.0 529 0.59 0.91
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Fig. 13 - Effect of particle size on solid concentration
distribution for Rushton Turbine by CFD simulations
(0=4200kg/m3, 30 wt.%) at the critical impeller speed: (a)
125 pm; (b) 180 pm; (c) 230 pm.

obtained by our experiments agrees with CFD simulation in
terms of standard deviation value and cloud height. It can be
shown from Table 6 that the critical impeller speed for solid
suspension increases with an increase in the air flow rate for
a fixed set of operating conditions and different impeller con-
figuration. Generally when gas is introduced in a suspended
medium, there will be a reduction in quality of suspension
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Fig. 14 - Effect of air flow rate on solid concentration
distribution for Rushton Turbine by CFD simulations

(dp =230 pm, p =4200kg/m?, 30 wt.%) at the critical impeller
speed: (a) 0; (b) 0.5 vvm; (c) 1.0 vvm.

and solid cloud height due to decrease in impeller pumping
capacity. This is due to the formation of gas cavities behind the
impeller blade and the decrease in liquid turbulence and cir-
culation velocity. Hence there is a need to increase the power
for achieving the suspension. The effect of air flow rate on the
critical impeller speed depends upon the type of impeller used

because the reduction in power with increasing gas flow rate
varies with the type of impeller (Rewatkar et al., 1991). From
Table 6, it can also be seen that for a particular gas flow rate,
the critical impeller speed for Rushton turbine impeller (RT) is
more compared to the critical impeller speed of Pitched blade
turbine (PBTD). This is because power consumption for PBTD
is less compared to RT. Hence PBTD is still efficient than RT
when gas is introduced into the solid-liquid suspension. The
same observation was also reported by Murthy et al. (2007).

6. Conclusions

CFD simulations of the hydrodynamics of gas-liquid-solid
agitated contactor have been carried out by employing the
multi-fluid Eulerian-Eulerian approach along with standard
k — ¢ turbulence model. The results obtained from CFD simula-
tions are validated qualitatively with literature experimental
data in terms of axial and radial profiles of solid velocity in
liquid-solid suspension and liquid velocity in gas-liquid dis-
persion for different operating conditions. A good agreement
is found between the CFD prediction and experimental data.
For gas-liquid-solid flows, the CFD predictions are compared
quantitatively with our experimental data in the terms of
critical impeller speed for just suspended conditions. An ade-
quate agreement was found between CFD prediction and the
experimental data. The numerical simulation has further been
extended to study the effect of impeller design, particle size
and air flow rate on the critical impeller speed for solid sus-
pension in gas-liquid-solid mechanically agitated contactor.
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