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CHAPTER 1. INTRODUCTION

1.1 Background

Technological advancements are the driving force of the field of computational fluid
dynamics (CFD). Enhancements in the computing power of computer hardware allows for
increasingly accurate methods to be used. This allows modern CFD to tackle larger and
more complex flows. Traditional experiments often require great time commitments and
monetary support. Implementing CFD reduces the time and financial backing necessary to
complete experiments. Many engineering problems are constrained by time; any additional
time advantages are highly valued. In recent years, the computation speed of CFD has been
increased through the use of parallel computing. The effectiveness of parallel computing is
diminished by implicit and semi-implicit solvers that require expensive serial matrix inversion
processes. Additionally, in many cases the cost associated with building a parallel computing
cluster is prohibitively expensive. With recent advancements in general purpose graphics
processing unit computing (GPGPU), high performance parallel processing has become readily
available at low cost. The parallel computing performance of GPUs have outpaced traditional
CPU parallel computing in terms of scalability and speed vs. cost. In order to take advantage
of this performance, the development of new algorithms is essential and programming techniques

need to be modified to properly utilize the GPU hardware’s architecture.

1.1.1 Time Integration Methods

There are three categories of time integration used in CFD: explicit, implicit and semi-implicit.
One of the earliest method used is the first-order forward Euler method, an explicit method.

The main problem with forward Euler integration is the small time step required to maintain
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the stability. This was followed up by the first implicit time integration, backward Euler.
Since backward Euler is unconditionally stable, it eliminates the restriction on time step size,
however it is only first order accurate in time. These were followed by a series of higher order
implicit and semi-implicit (a combination of implicit and explicit) methods. Semi-implicit
methods such as MacCormack’s predictor-corrector and Crank-Nicolson allow higher accuracy
in time with a reduced restriction on time step size.

One alternative for higher order time accuracy is to use the Runge-Kutta family of
methods. These methods are a collection of explicit and implicit time integration methods.
The explicit Runge-Kutta scheme was developed around 1900 by Runge and Kutta. This
family of methods allows for more efficient programs through the reduction of expensive
computations. Despite the efficiency of Runge-Kutta methods, the application of this integration
scheme to incompressible flow solver such as SIMPLER has been uncommon. Researchers
at Iowa State University have been developing an explicit algorithm for low speed flows.
This algorithm has been shown to work in 2D structured (Purohit [1]) and unstructured
(Lestari [2]). In these works, the Runge-Kutta algorithm is used to update the velocity
field. This research extends this concept to take advantage of 3-dimensional tetrahedral

unstructured grids.

1.1.2 GPGPU Computing

Since the introduction of discrete graphics processing units (GPUs), GPUs have rapidly
increased in performance. This is largely due to the massive growth of the video game industry
and the demand for increasingly stunning visual effects. The advances in GPU technology
has outpaced CPU development, primarily due to the highly parallel and scalable hardware
design. These chips, originally designed for graphics rendering, are built to operate under a
Single Instruction Multiple Thread (SIMT) model.

With the advent of programming languages capable of harnessing the power of the GPU,
such as NVIDIA’s CUDA and ATI’s Stream, GPGPU computing has begun to replace
traditional high performance computing. This is in partly due to the simplicity of the

instruction units and large floating point performance (FLOPS) for very little cost. The
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latest graphics card released by NVIDIA, the GTX 690, has 3072 cores at a speed of 1.1
GHz. Although the per core speed is marginally slower than the previous generation, this
compensated for by increase the core count from 512 cores. By comparison, the latest
Intel processor, ‘Sandy Bridge’, has 4 cores at a speed of 3.5 GHz. However, making
high performance GPU codes requires a significant departure in programming technique and
design. This research, takes advantage of a new explicit algorithm to leverage the full GPU
computing power in order to reduce the computation time required by more than an order

of magnitude.

1.2 Current Work

The explicit algorithm is based on the generic four stage Runge-Kutta scheme and the
SIMPLER algorithm by Patankar [3]. The velocity field is updated using the Runge-Kutta
four stage algorithm, while, the pressure field is obtained by solving the discretized continuity
equation. The pressure field solution is similar to the precedure used in the SIMPLER
algorithm. The algorithm is first developed using the general Crank-Nicolson and Fully
Implicit time integration schemes. The expicit four stage Runge-Kutta integraion scheme
is derived and implemented using both the CPU and CUDA. Finally, the unsteady rotor

model [4] is incorporated to test the ability of the Runge-Kutta scheme to handle complex

unsteady rotor flows.
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CHAPTER 2. 3D UNSTRUCTURED FLOW SOLVER :
THEORETICAL FORMULATION

2.1 Governing Equations

2.1.1 Conservation of Mass

The mass conservation equation, also known as the continuity equation for a general fluid

flow, can be represented as:

L 4v-(pV) = (2.1)

Assuming an incompressible fluid, p is constant, the above equation reduces to:

pV - (V)=0 (2.2)

The above equation can be expanded in 3-D coordinate system as:

Opu) | O(pv) | Olpw)

Ox oy 9z 0 (23)

where, in the z, y and z directions u, v and w are the velocity components, respectively.

2.1.2 Conservation of Momentum
By applying Newton’s second law to an infinitesimal fluid control volume, the momentum

conservation equation can be derived. The equation can be written in divergence form as:

9(pV)
ot

+V. (pVV') = pf—|- V - mj (2.4)
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in the above equation, the divergence of the stress tenser m;; is given by:

Veomj=—I-V)p-V(V-I)+ V-7 (2.5)

where, the term V (V- I ) goes to zero for orthogonal systems. Also, the pressure source term,

(I - V)p reduces to Vp. The momentum equation thus reduces to:

a(pV - o -
%-I-V-(pVV):—Vp-I—V-T (2.6)
Assuming a Newtonian fluid, the shear stress on a particular fluid element is linearly proportional
to the deformation rate. For an isotropic and Newtonian fluid, the viscous stress tensor 7 is
given by:

— — — o~

= |VV 4 (V)T = SV (2.7)

For an incompressible fluid, (V - V) and V - (VV)T are zero. Equation 2.4 reduces to:

a(pV)

otV (pVV) = =Vp+V - (uVV) (2.8)

Expanding Equation 2.8 in a 3-D coordinate system and assuming viscosity is constant, the

momentum equations in the x,y and z directions are:

pu)  O(puu)  O(pw)  O(puw)  Ip Pu  %u  0%u ,
ot " ar oy o o e taptan) TS Y
d(pv)  O(puwv) I(pvv) Id(pvw)  Ip v v ,
o " oe "oy "o - oy MlaTap Ta) TS (210
d(pw)  I(puw) I(pvw) = I(pww) Op Pw  Pw  Pw
o o oy o o e tap T TS G

where the S7, S; and S, are the momentum sources in the z,y and z directions, respectively.

By combining the convective and diffusive fluxes, we can define a total flux J:
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ou v ov w ow
Jy = puu — P Jy = puv — Crm Jy = puw — P (2.12)
u ou " ov w ow
Jy = pou — ,ua—y Jy = pvv — ua—y Jy) = pow — ua—y (2.13)
" ou v ov w ow
Jy = pwu — Ho J, = pwv — L JY = pww —p P (2.14)

Using the total flux J, the momentum Equations 2.9 - 2.11 can be simplified to:

Olpw)  0Jr 0Ty 0Jr o Op

2.1
z R e (2.15)
dpv) oJy OJy a8Jr , Op
o T ot T e =5 5 (2.16)
d(pw) n a.J; LMy 9Jy _ S _ 9p (2.17)

ot Ox oy 0z 2 0z
2.2 Spatial Discretization

For a finite volume method, the computational domain is subdivided into control volumes.
For each control volume the conservation laws are satisfied. When summed up, the control
volumes should cover the entire physical domain without overlap and the overall flux should be
conserved. For this research, the domain is subdivided into tetrahedrons and vertex centered
control volumes are generated. In order to generate non-overlapping control volumes, median
dual based volumes are created around each node by joining the center of the tetrahedral
element to the centers of its faces. This results in a control volume with triangular control
volume faces. The discretization scheme is derived such that the fluxes of the flow variables are
conserved. The basic idea of vertex centered discretization for the momentum conservation
equations is adopted from Baliga and Prakash [5, 6]. A typical tetrahedral element with
node points (P, @, R, S) is shown in Figures 2.1, 2.2 and 2.3 illustrate the median dual based

control volumes around a representative node P.
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P

Figure 2.1 A typical tetrahedral element with its centroid at Cy

2.3 Variable Interpolation Function and Flux Calculation

In order to approximate the flow variable and the corresponding gradients within a
tetrahedral element, interpolation functions need to be formulated. The following assumptions

are made about the flow variables and their distribution:

e The density (p) and viscosity (u) are constant over an element. This ensures the

continuity of flux of any general variable (®) at the control volume faces.
e The source term in the momentum equations (S7, Sy, %) are constant over an element.

e The pressure p varies linearly over an element. This allows the pressure gradient terms

in the momentum equations to be constant over an element.

Interpolation functions are needed so that fluxes can be computed through the control volume
faces. The choice of interpolation function is important since, it needs to correctly model
the flow physics and produce a reasonably accurate numerical solution. For example, the
exponential function is the exact solution for a 1-D convection diffusion problem without
source terms. However, the exponential function is very computationally expensive. As
a result, the power law scheme is used to approximate the exponential function and reduce
computational cost. The implementation of the interpolation function is simple in a cartesian
grid but, it is complicated by the use of unstructured grids, since the control volume faces are

not-generally-aligned-with-the flow direction. This may reduce the accuracy of the algorithm,
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s ;P _ "

P Q

/

Cy
S Q

Figure 2.2 Median-dual control volume faces surrounding node ‘P’ with face centers at C'y

especially in high Reynolds number flows. To handle this, a local coordinate system is created
for each tetrahedral element as proposed by Baliga. The local coordinate system is aligned

with the local average velocity vector in order improve accuracy.
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M,
M;

<

Figure 2.3 Partial median-dual control volume from one tetrahedral element around node
‘P’, (M1, Ms, M3) are edge midpoints
2.3.1 Local Coordinate System

The local coordinate system (X,Y, Z) is transformed so the X direction is aligned with
the local average velocity vector ﬁavg. The Y and Z directions are set so that the local
coordinate system is orthogonal. The local coordinate system, illustrated in Fig. 2.4, of a
typical tetrahedral control volume with nodes numbered (1,2,3,4). The global coordinate
system (z,y, z) is transformed to the local coordinate system (X,Y, Z) using the following

steps:

e translate the global origin to the tetrahedral centroid (z¢, Y, zc)
e rotate about the y. axis by 6’ to get the temporary axes (x1,y1,21)

e rotate about the z1 axis by (90 — ¢') to get the local axes (X,Y, Z)

The transformation angles are given by:

cos(¢') = ZZZ cos (') = m (2.18)

where the average velocities for a tetrahedron with nodes (1,2, 3,4) are calculated using:
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(u1 + ug + u3 + uq) (v1 + w2 +v3 +v4) (wy + wy + w3 + wy)
Uavg = 4 » Vavg = 4 ;. Wavg = 4
(2.19)
Uavg = \/(uavg2 + Vavg? + Wavg?) (2.20)

This results in the following transformation equations:

X = [(z — za) cos(8) + (2 — zet) sin(0) ] sin(¢') + (y — yer) cos(¢') (2.21)
Y =—[(z — za) cos(8) + (z — zet) sin(0') ] cos(¢') + (y — yer) sin(¢') (2.22)
Z =—(x — z¢)sin(8') + (z — zet) cos(6) (2.23)

1

Figure 2.4 Local coordinate system

2.3.2 Interpolation Function for a General Variable ‘®’

Baliga [6] formulated an interpolation function for tetrahedral unstructured meshes that
uses the exact 1-D, exponential solution while accounting for the three-dimensionality of the
flow. Since the exponential function is computationally expensive, the general flow variable

he.power law scheme in the X direction. The flow variable ® is
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assumed to vary linearly in the Y and Z directions. The shape function for a general variable

D is:

®=A¢+BY +CZ+D (2.24)

In the above equation ¢ is given by the power law:

X — Xmam

€= (2.25)
Pep + ([0, (1 = 0.1|Peal”)]]
where the Peclet number Pea is given by:
Pep, = PUavg(Xmar = Xmin) (2.26)
,u
and
Xinaz = max(X1, Xa, X3, Xy) Xmin = min(X1, Xo, X3, Xy) (2.27)

The coefficients A, B, C, D are calculated by satisfying Equation 2.24 at each node point of

a tetrahedral element. From Appendix A, the coefficients can be written as:

A=LWy+ LoWy + LWz + LyWy = Z L;W;
B = MWy + MaWs + M3W3 + MW, = Z M;W;
C'= NiWi + NoWa + NsWs + NaWy =y NiW;

D = O1W1 + O3Ws + O3W3 + O4W4 = Z O, W; (2.28)

2.3.3 Flux Computation

Using the interpolation functions and local coordinate system defined above, we can

calculate the fluxes J though the control volume faces. The flux equation for a general
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)

variable ‘@’ is redefined in the local coordinate system with the velocities u,v and w along

the X direction as:

0P

i (2.29)

J% = pud — p

By substituting the coefficients (Equation 2.28) and the interpolation function (Equation 2.24)

into the flux equation, the following equation is obtained:

72 —pu [(Z L,-<I>¢) ¢+ (Z M@i) Y + (Z Ni@i) 7+ (Z 0,-@,-)]
o [(0e) (#5 )]

= |Jx = (pfi — pLi)®; (2.30)

where,

Ji= [(’U, - Uavg) L& +ubM;Y +uN;Z + ’U,OZ]

Similarly, the fluxes in the Y and Z directions are:

o
oYy

JE = po [(Z Li@) €+ (Z Mi@) Y + (Z Nﬂ)i) 7+ (Z Oiéiﬂ — > M,

Jy = pv® — p

= J{I; = (pgi — pM;)®; (2.31)

where,

gi="v [sz + MY + N, Z + Oz]

and

0P

Jg = pw® —Ma—Z
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Jy = pw [(Z Liq)i> &+ <Z Mﬂ’i) Y + (Z Ni(I)i) Z+ (Z O@i)] - HZNz@i

= | Jz® = (phy — uN;)®; (2.32)

where,

hi = w[{L; + M;Y + N;Z + Oy

A typical median dual face between nodes 1 and 3 is shown in Figure 2.5. The normal
direction (n4,ny,n.) for the face is determined by the direction of flow over the tetrahedral
face 1 — 2 — 3. Additionally, the midpoints of the edges of the median dual face are denoted
by r, s,t and the area of the face is denoted by A,s. In order to compute the flux through the
face, the fluxes J;I;, J;I? , Jg’ are computed at each midpoint r, s,t. Gauss’s quadrature rule is
then applied to the midpoint fluxes to compute the flux through the median dual face. The

flux of a general variable ‘@’ through the median dual face can be calculated using:

7{ (J-n)ds = A;“ [(Jx + J% + %) na + (5 + I3 + Ty ny + (T3 + J5 + ) n.]

r—s—t

(2.33)

The above equation is applied to all the median dual faces that surround the control volume

around a node point.
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2.3.4 Interpolation Function for Pressure

As stated earlier, the pressure is assumed to vary linearly within each tetrahedral element.

This yields an interpolation function for pressure in global coordinate system of:

p=—(ax+ Py+vz+n) (2.34)

where the coefficients, «, 8,7~ and 7, are calculated by satisfying the above equation at the
node points of the element. The derivation of the coefficients is given in detail in Appendix
B. Due to the linear interpolation, the derivatives of the pressure interpolation function are

constants. The pressure gradients are simply:

dp _ 9p 9 _

o -5 =5 5, =7

5= 3 (2.35)

Using the derivation in Appendix B, the coefficients and gradients can be written using the

pressure at the nodes of the element as:

o _ B _
—a—i =Lip1 + Lops + L3ps + Laps
dp - _ _ _
“y =Mip1 + Maps + M3zpz + Myps
op = - — -
~, =N1p1 + Napa + N3p3 + Naps (2.36)

2.4 Integration and Discretization of the Momentum Equations

Starting with the momentum Equations 2.15-2.17, the equations are integrated using
the interpolation functions and fluxes defined in the previous section. The u momentum
equation is integrated over a control volume ‘d¥’ around a representative node ‘P’. The v

and w momentum equations can be discretized using similar logic. The integral form of the

u momentum equation is:

(aJ; oJr  9Jv
+ L2 =

r Op
g 3y 9% S, dv (2.37)

ox
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where the control volume surrounding node point ‘P’ has a volume of AV. For simplification,
the above equation can be broken into several parts. The LHS can be written as:

oI | 0Ty o

il A (2.38)

The above equation is then rewritten in the local coordinate system as:

QgL oJE AL

Vel =ax Tay T az

(2.39)

The LHS of Equation 2.37 is then replaced with local coordinates in order to reduce false

diffusion:

0T oIt 0I8\ 0 [ O
/(ax*ay*az)dv‘/(sm ) av (2.40)
AV AY

Using Gauss’s divergence theorem, the volume integral of a general vector A can be changed

to a surface integral.

/(v-[f) av = %9(14’-&) ds (2.41)

AY

where 7 is the normal vector of the control surface. Applying Gauss’s theorem to the LHS

of Equation 2.40 yields:

oIy oJE T\ .. N oo
/<8X+8Y+aZ)dv_/(v-J)dv_]{(J ) ds (2.42)
AY AY

Since the RHS of Equation 2.40 contains terms that are constant across an element, they can

simply be integrated to:

/(S; - %) dv = (S; - %) AY (2.43)

AV

Combining Equations 2.42 and 2.43 yields:

(2.44)
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2.4.1 Integration of the LHS

Using the Gauss quadrature rule developed in the previous section (Equation 2.33), the

LHS of Equation 2.44 can be written as:

7{ (J-7)dS = A;“ [(Jx + I + %) ne + (F + I + T ) ny + (T3 + J5 + ) ns]

r—s—t

(2.45)
In the above equation, (ns, ny, n.) are the components of the vector normal to the median-dual
surface (r — s — t). For the node ‘P’, the total flux leaving the control volume is calculated
from the contributions of it’s neighbors. The fluxes are summed from each of the contributing
median-dual faces around node ‘P’. Substituting the flux equation and collecting terms for

the representative node ‘P’, the LHS can be simplified to:

N
LHS = apup — Z AnpUnb (2.46)
i=1

where, ‘a,;’ represents the terms from neighboring nodes of ‘P’, the number of neighbor

nodes is defined as ‘N’ and ‘ap’ is a collection of terms pertaining to the node ‘P’:

M
ap=> d (2.47)
=1

where ‘m’ is the number of elements that share node ‘P’.

2.4.2 Integration of the RHS

As discussed in the previous section, the source terms S’ and the pressure gradients are
assumed to be constant over a tetrahedral element. Since several tetrahedral elements will
typically share the node ‘P’, each will contribute to the source term for the node. The RHS
can then be assembled using the contributions of each element that shares node ‘P’ and the

interpolation functions above:

RHS = Z (8% + Lipy + Lapa + Laps + Laps) AV (2.48)
i=1
etrahedral elements that share the node ‘P’.
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2.4.3 Total Discretization Equation

The final v momentum equation about node ‘P’ can be obtained by combining Equations

2.48 and 2.46:

N m

apup = Z AppUnp + Z (S + Lip1 + Lapa + Lsps + Laps) AV (2.49)
i=1 i=1

where the number of neighbor nodes to point ‘P’ is defined as ‘N’ and ‘m’ is the number of
tetrahedral elements that share the point ‘P’. Using the same logic, the v and w momentum

equations can be developed.

2.4.4 Boundary Condition

To handle prescribed values at boundary faces, the discretized equation is modified. The

modifications allow for two types of boundary conditions:
e given ¢ (u,v,w)
e given flux F®

The modified momentum equation for the boundary is:

N m
ap®p = @+ ¥ (S + Lip1 + Lops + Laps + Laps) AV — FE +mp®p  (2.50)
i i=1

where mp is the total mass flux leaving the domain through the boundary face. If the
boundary value of @ is specified, the boundary flux F' g can be computed using Equation 2.50.
Otherwise, if the boundary flux is supplied, then the flow variable ® can be calculated at the

boundary nodes using Equation 2.50.

2.5 Equal Order Velocity-Pressure Interpolation Method

In the previous section, the discretized equations for momentum wu,v,w and pressure p
were developed. However, for an incompressible flow, no explicit equation for pressure exists

sinece-only-the pressure-gradients appear in the momentum equations. Following the finite

www.manaraa.com



18

volume based SIMPLER approach by Patankar [3], pressure is obtained indirectly through
the continuity equation. When the pressure and velocity field are points are collocated at the
grid nodes, this can lead to a spurious pressure distribution. One solution used in structured
grids is to use a staggered grid formulation in order to eliminate this, however, this approach
is not easily implemented in unstructured grids. The unstructured formulation for pressure
use the velocity-pressure method developed by Prakash and Patankar [7]. The general idea
behind the method is that the velocity field used to solve the continuity equation should be
dependent on the pressure differences between adjacent nodes. This new velocity, known as

the “artificial velocity”, no longer allows spurious checkerboard pressure fields.

2.5.1 Definition of Pseudo Velocities (i, 0, w) and Source Term Coefficients (d“, d", d")

Before developing the artificial velocity, we must first introduce the pseudo velocity and
source term coefficients. As in previous sections, the derivation will be shown in the =z
direction and the y and z directions can be derived using the same logic. By rearranging the

momentum Equation 2.49, the u velocity can be written as:

SN (@npting) N AV(S% + Lip1 + Lops + Laps + Lapa)
a’p a’p

up = (2.51)

The pseudo velocity in the u direction at node ‘P’ is then defined as:

N
ap = din (Cinbunb) (2.52)
ap

where ‘N’ stands for the number of neighboring nodes around node ‘P’. Additionally, the

source term coeflicient can be defined as:

_av

d’u
P U
CLP

(2.53)

In the above equation, AV is the control volume surrounding node ‘P’. The pseudo velocities
(u,0,w) and the source term coefficients (d“,d",d") are assumed to vary linearly within a

tetrahedral element.
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2.5.2 Definition of the Artificial Velocity Field

1/:[/371/}3712)3
u v dw
73273273
us, vs, W3

3

Uz, V2, W2
u v dw
7257252
Uz, V2, W2

Uy, V1, W1
u JU Jw
~1’ ~l’cgl
U1, V1, W1

Figure 2.6 Interpolation of artificial velocity in a tetrahedral element

-

For the equal-order method, the artificial velocity (U) is defined for a tetrahedral element

using the following equation:

Sy
Il
<
.
+
(S
So
+
Y
=

where the artificial velocity components are:

(2.54)

(2.55)
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Combining the pseudo velocity and source term coefficient definitions with the artificial

velocity components for a node ‘P’ yields:

m
ip=1dp+dp» (S, + Lipt + Laps + Laps + Lapa) (2.56)
=1
m
ip = p+dp Y (S + Mips + Mopy + Msps + Mups) (2.57)
=1
m
wp = bp +dp > (S, + Nipi + Napa + Naps + Napy) (2.58)
=1

In the above equation, it can be seen clearly that the artificial velocity is dependent on the
surrounding pressure values. This artificial velocity is used to satisfy the continuity criteria
instead of the nodal velocity and the resulting equation is used to solve for the pressure. This
pressure driven velocity ensures that spurious pressure fields such as checkerboard patterns
are not permissible solutions. Since the mass conservation equation is now being solved with
the artificial velocity, the coefficient for the momentum equations must also be found using
the artificial velocity in order to preserve overall conservation. Since the derivation of the
momentum coefficients was already shown in a previous section, the next section will show

how these can be recast to use the artificial velocity.

2.5.3 Interpolation of U at the Control Volume Faces

In order to recast the coefficients of the momentum equations using the artificial velocities,
the same steps are taken except the nodal velocities are replaced with the artificial velocities.
Also the local coordinate system (Equations 2.19 - 2.21) are recast using the artificial velocities
(G, v.40) instead of the nodal velocities (u, v, w). In order to calculate the fluxes, the artificial
velocities need to be found at the edge midpoints (r,s,t) (Figure 2.5). Since the artificial
velocities and source term coefficients are assumed to vary linearly across each tetrahedral
element and the pressure derivatives and source terms are assumed to be constant across each
element, the artificial velocity will vary linearly across an element. Since we can use a linear
interpolation, we first need the artificial velocities at each of the node points that make up

the face (1 —2—3).
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m

;=01 + dy Z (S5, + Lyip1 + Lopa + Laps + Lapa)
=1
m

iy =g + dY Z (S, + Lip1 + Lops + Laps + Laps)
=1
m

Uz =ug + df Z (Sfc + Lip1 + Lap2 + Lsps + L4p4) (2.59)
i=1

Using a simple linear interpolation, the artificial velocity at the center of the tetrahedron ‘t,.’

and at the center of the face ‘t.;’ can be calculated using:

Uy + U + U3

3
- U + U + Uz + Ug
Uct = 4

liep = (2.60)

(2.61)

Using the artificial velocities at the face vertices, face center and the center of the tetrahedron,

the artificial velocities can be calculated at the center of the edges (UT, Us, Ut):

U, = - (2.62)
- 7(§1+§2+ﬁ3>+3ﬁ4

U, = o (2.63)
i 3 (U1 + U3) 8+ <U2 + U4) 20

The fluxes are summed from each of the contributing median-dual faces around node ‘P’
and the artificial velocities are then used to compute the momentum coefficients using

Equations 2.45 - 2.49.

2.6 Pressure Equation

The pressure equation can now be derived using the artificial velocity field U form the

continuity equation. The continuity equation written for the a median-dual face in terms of
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the artificial velocity can be written as:

]f pU.; - 2dS =0 (2.65)

r—s—t

Expanding the equation in terms of the velocities at the midpoint of the face edges (r—s—t),

the equation becomes:

) [(W) _— (#) 7y -+ (W) n] —0 (2.66)

Substituting the artificial velocities and expanding the above equation, the pressure equation
can be derived. Applying the equation to a general node ‘@)’ and collecting terms, the pressure

equation can be written as:

N

a’épQ = Z (afsznb) + bp (267)
=1

In the above equation a?, represents the coefficients for each of the neighboring nodes and
a’é is the collection of terms representing node ‘Q)’. Any remaining terms make up the source

term for the pressure equation b,:

a? = p [(d}'Li) ng + (d M;) ny + (di N;) n.| (2.68)

)

m
bp =Y p (i + dPS™) ng + (B + dYSY) ny + (i + di S™) n.] (2.69)
i=1
A detailed derivation is shown in Appendix C.

2.6.1 Pressure Equation for the Boundaries

In order to account for the mass flow leaving the boundary face, the discretized pressure

equation needs to be modified. This is accomplished by modifying Equation 2.67 into the

following equation:

N
agpq = Y (ahypub) +bp — g (2.70)
=1
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where 1 is the mass flux leaving the boundary face and point ‘@’ is a boundary node.

2.7 Pressure Correction

In general, the velocities obtained by solving the momentum equations will not satisfy the
continuity equation and is thus, not converged. The convergence can be accelerated through
the use of a pressure correction equation that will be used to correct the velocities in order
to satisfy the conservation equation at each iteration. The velocity correction is especially
useful when using the equal order method, since the conservation equations are solved using
the artificial velocities and do not directly affect the nodal velocities. This technique was
popularized in the SIMPLE and SIMPLER algorithms and a similar approach is adopted
here.

If we denote the pressure field and velocities solve for using the previous equations with

a star (p*,u*, v*,w*) we can rewrite the artificial velocities as:

ox
~ % Ak v 8])*
7 =0*+d (S;— 8y)
Wt =" +d¥ g__@f (2.71)
= 0z '

If the pressure correction field p’ is added to the original pressure field p* then the corrected

pressure will be given by:

p=p"+p (2.72)

Using the corrected pressure, the artificial velocities can be redefined so that they satisfy the

continuity equation:
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=3
I

Ox
S 9(p* +p)
v =0"+d (S; — By
* /
W =" + d® (s; - W) (2.73)

Defining the velocities in a similar form as the corrected pressure Equation 2.72 we get:

=" +a
o =0 4+
W =" + ' (2.74)

BE

W =—d¥ (—> (2.75)

By comparing the pressure equation with the correction equations above, the only difference

Q
I

is the source term. The source terms for the pressure correction equation are:

op*

S =% Ox

op*

Sy =S, - Ay
g g (2.76)

p = 0z

Applying the above equations, the pressure correction equation around node ‘Q)’ can be

reduced to a similar form as the pressure equation:

N
agrg = Y () + 1, (2.77)

i=1
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Similar to the pressure equation, the pressure correction equation is modified for a boundary

node to account for the mass flux leaving the boundary face:

N
agrg = Y _(ap, ) + b, — (2.78)

=1

In the above equations, a'Q and al, are the same coefficients used in the pressure equation.
Once the equations are solved for the pressure correction field p’, the corrected artificial
velocity U’ can be calculated. The velocity correction formula developed by Prakash [5] is

then used to get the nodal velocity correction terms:

=1

—dv, ™ on'

/ Q P

= AV, [ 22

‘o AVQ; § <3y)z

—_du m o'

r_ 70 (9P
vo = Ry, ;Av, ( o ) (2.79)

The above equation is formulated for a general point ‘Q’ which is part of the m!"* tetrahedral
element and has a surrounding control volume of AV. Finally, the nodal velocities are
corrected using the above equations and the nodal velocities calculated using the momentum

equations:

uqQ =ug + ug
vQ =vy + Vg
wq =wg + wg (2.80)

The velocities are not corrected on the boundaries since this would change the prescribed

boundary condition.

2.8 Relaxation

The discretized equations for the momentum equations, pressure equation and pressure

ed using Gauss-Seidel iterations with alternating direction sweeps.
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The convergence can be accelerated by using relaxation on the discretized equations however,
relaxation should not be applied to the pressure correction equation. Applying a relaxation

factor ' to the equation for a general variable ‘@’ yields:

N m
ap®p =B | an ®uy+ > (S + Lip1 + Lopa + Laps + Laps) | + (1= 8) ap®% (2.81)
i=1 i=1

From previous research [3], it was discovered that for SIMPLER based algorithms, under-relaxation
is required to accelerate the convergence. In order to be under-relaxed, the relaxation factor

B’ needs to be less than one and is preferably a small value. For this research, a relaxation

factor of 3’ = 0.05 is used.
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CHAPTER 3. TIME INTEGRATION SCHEMES

In this research three different time integration schemes are used, Fully Implicit, Crank-Nicolson
and Runge-Kutta. The first two schemes follow the traditional SIMPLER algorithm outlined
by Patanker [3] for the pressure-velocity coupling along with a pressure correction equation
to conserve mass at each iteration. In the Runge-Kutta scheme the discretized equation is
obtained as discussed in the previous chapter as is the case for Fully Implicit and Crank-Nicholson
schemes. However, a four-stage Runge-Kutta algorithm is used to update the velocity
components without the use of the pressure correction equation. While the Fully-Implicit
and Crank-Nicolson schemes require an iterative process during which the velocities are
updated at every sub iteration; the Runge-Kutta scheme only updates the velocity once
before advancing to the next time step. The Fully Implicit, Crank-Nicolson and Runge-Kutta

algorithms are described in this section.

3.1 Time Integration Method

3.1.1 Fully Implicit and Crank-Nicolson Method

If the general variable ® is to be integrated, it is necessary to make an assumption as
to how it varies with time. Although there are many options, one possibility is to use the

following stencil:

t+At
/ ddt = [ ® + (1 — o) DY) At (3.1)
t

Where o4 is the weighting factor, ® is the value at time t + At and ®Y is the value at t. By
setting the weighting factor o = 0.5, the integration yields the Crank-Nicolson scheme and

by using oy = 1 yields the Fully Implicit scheme.
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3.1.2 General Convection-Diffusion Equation

The three-dimensional General Convection-Diffusion equation can be written as:

o(p®) 0J, dJ, 0J.
o T or Ty tas T (3.2)

Where Sg,J,,J, and J, are the source term and total (convection plus diffusion) fluxes

respectively. The total fluxes can be defined by:
0P 0P 0P
= pud® — p— Jy = pv® — p— J, = pw® — p— 3.3
Jo = pu® — pom y = -y pwd — - (3.3)

Integrating Equation 3.2 in the x direction over the control volume and with respect to time

can be written as:

// c’)pudtvar // (aJu dJy + 3;5) dvdt = // (S - g—x) dvdt (3.4)

AY
The first term on the LHS can be expanded to:
opu o
T ——dtd¥ = [(pu) — (pu)°] AY (3.5)

AY

Applying Gauss-Divergence theorem to the second term in the LHS yields:

0J; 8J“ Lo . B
//< 8z)dth—/7{<J -n)det—

N N o
f (aPUP — Z anbunb> +(1-f) (CLPUP — Z anbunb) ] (3.6)

i=1 i=1

At

Integration of the RHS results in:
0 = - - - -
// (Sa: - 8_5) Avdt = AtAY Y [f (S’ + Lap1 + Lapa + Laps + Lapa)
i=1

+(1 = f) (S% + Lip1 + Lopa + Laps + Laps)°] (3.7
The total discretized equation can be simplified as:

N
apup = f[>_ anptin] + by + b5, (3.8)
=1
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where;
AV
ap ="A—t + fap (3.9)
by =f > [Sk + Lip1 + Lops + Laps + Laps] AY (3.10)
=1
N
o _|PAY 0 0
= |5 (0 D+ (= P G.11)
m — — — —
+(1— f)AVZ [SS( + Lip1 + Lapa + Laps + L4p4]0 (3.12)

i=1
In Equations 3.8 through 3.12, N’ stands for the number of neighboring nodes around grid
point 'P’ and 'm’ is the number of tetrahedral cells of which node P’ is a part of. A similar

process can be used to derive the equations for u and v.

3.1.3 Explicit Runge-Kutta Method

The spatial discretization of the Navier-Stokes equations change the system of partial
differential equations into a coupled set of ordinary differential equations. To integrate the

general variable ®, the following definition can be used:

d®  R(®)
T —p A (3.13)
A four-stage Runge-Kutta scheme is then applied using the equation above:
30 = ¢n (3.14)
1 At
CORN, (V) B (0)
) o\ + 4pAVR((I) ) (3.15)
1 At
2 — 0 1 - =" piepM 1
*35 Ay (@) (3.16)
1 At
CHR, (V) B 2
P o\ + 2pAVR((I) ) (3.17)
oW =3O 4 ﬁR(@“"')) (3.18)
PAY
e+l = o) (3.19)
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Equation 3.13 written for the different directions yields:

du R,
T DAY (3.20)
dv R,
T DAY (3.21)
dw Ry
e _pAV (3.22)

The conservation form of the momentum equation for the u velocity is:

%AVJrf(f“-ﬁ) ds = /// [S; - %] av (3.23)

By following the spatial discretization in Chapter 2, the equation can be rearranged and

expressed as follows:

d T = — —
((ftu) AY = — Z aiu; + [S% + L1ip1 + Lopa + Laps + Lapa] AV (3.24)

Collecting terms and using a general point P and it’s neighbors, the equation can be arranged

as:
) = . = - .
AV =" anptiny — apup + [S + Lipy + Lopy + Laps + Laps] AV (3.25)
(i=1)

d(pu
dt

Letting,
by = [S% + Lip1 + Lopz + Laps + Laps| AV (3.26)

and assuming incompressible flow, Equation 3.25 can be rewritten as:

du (Za‘le) AnppUnp — APUP + bu)

= 2
dt PAY (3:27)
Using Equation 3.13, the residual function for the u velocity can be obtained:
N
R, = Z AnpUnp — GpUP + by (328)

(i=1)
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Similarly, the v and w momentum equations can be obtained as shown below:

dv (Zajzl) QnbUnp — APUP + bv)

dt PAY

b, = [Sg/ + Mip1 + Maps + Msps + ]\7—’4]?4] AV

N
R, = Z AnpUnp — apUp + by
(i=1)
dw (Zé\ijzn AnpWpp — APWP + bw>

dt pPAY

by = [S'Z + Nip1 + Naops + Nips + N4P4} AY

N
Ry =Y anywps — apwp + by
(i=1)

3.2 Solution Procedure

3.2.1 SIMPLER Algorithm

(3.29)
(3.30)

(3.31)

(3.32)

(3.33)

(3.34)

In general, SIMPLER is typically used with a Fully-Implicit or Crank-Nicolson time

integration scheme as described in Section 3.1. The solution procedure for the discretized

equations is as follows:

1. Initialize the values of u, v, w and p at all grid points or use the values from the previous

time step.

2. Calculate the artificial velocity (@, v, w) using Equations 2.56 through 2.58

3. Calculate and assemble the coefficients for the momentum equations.

4. Calculate the unsteady terms and modify the momentum coefficients from Step 3 using

Equations 3.9 through 3.12.

5. Using the nodal velocities and momentum coefficients, calculate the pseudo velocities

(G, v,w) and source term coefficients (d,d",d") using Equations 2.52 and 2.53.

6. Calculate the coefficients and source terms for the pressure equation.
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7. Using the pressure coefficients and source terms from Step 6, solve for the pressure field

p* using Equation 2.67.

8. With the pressure field p* and the momentum coefficients from Step 3, solve the
momentum equations for the nodal velocities (u*,v*,w*) and update the fluxes at the

boundary points (F“, FV, F'").
9. Recalculate the pseudo velocities (4*, 0*, w*) using the new nodal velocities (u*, v*, w*).
10. Calculate the source term for the pressure correction equation.
11. Solve the pressure correction equation to obtain p'.
12. Correct the velocity components (u, v, w) using the pressure correction field p'.
13. Return to Step 3 and repeat until convergence.
14. Proceed to the next time step using (u,v,w and p) as the initial guess in Step 1.

Since the equations are non-linear, an iterative process needs to be used. In order to
acceletrate convergene, the pressure and momentum equations may need to be under-relaxed.
The pressure correction equation should not be relaxed since, it is used to correct the velocity
field to conserve mass. In order to satisfy continuity during each iteration, the solution to

the correction equation needs to be fairly well converged.
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G initial velociti Use velocities from
uess initial velocities previous iteration

Calculate the artificial
velocities (u, v, W)

Calculate the coefficients
and source terms of the
momentum equations

Calculate the unsteady source
terms and coefficients

Calculate the source terms
and coefficients of the
pressure equation

Solve the pressure equation

Solve the momentum equations

Calculate the source terms of
the pressure correction equation

Solve the pressure correction
equation

Correct the velocity field
and apply boundary conditions

no

yes

Converged?

y-Implicit or Crank-Nicolson SIMPLER algorithm.
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3.2.2 Runge-Kutta Algorithm for Low Speed Flows

The Runge-Kutta SIMPLER algorithm for low speed flows follows:

1. Initialize the values of u, v, w and p at all grid points or use the values from the previous

time step.
2. Calculate the artificial velocity (@, v, w) using Equations 2.56 through 2.58
3. Calculate and assemble the coefficients for the momentum equations.

4. Calculate the unsteady terms and modify the momentum coefficients from Step 3 using

Equations 3.9 through 3.12.

5. Using the nodal velocities and momentum coefficients, calculate the pseudo velocities

(G, v,w) and source term coefficients (d*,d", d") using Equations 2.52 and 2.53.
6. Calculate the coefficients and source terms for the pressure equation.

7. Using the pressure coefficients and source terms from Step 6, solve for the pressure field

p* using Equation 2.67.

8. With the pressure field p* as the source, use the four-stage Runge-Kutta algorithm to
update the nodal velocities (u, v, w) (Equations 3.14 - 3.19). The residuals are calculated
using Equations 3.28, 3.31 and 3.34 with the coefficients and source terms held constant

without the unsteady terms during this process.

9. Proceed to the next time step using (u,v,w and p) as the initial guess in Step 1.
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Use velocities from

Guess initial velocities previous iteration

Calculate the artificial
velocities (@, 0, W)

Calculate the coefficients
and source terms of the
momentum equations

Calculate the unsteady source
terms and coefficients

Calculate the source terms
and coefficients of the
pressure equation

Solve the pressure equation

Update nodal velocities using
the four-stage Runge-Kutta
algorithm

Apply boundary conditions

Figure 3.2 Four-stage Runge-Kutta SIMPLER, algorithm.
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CHAPTER 4. GPU IMPLEMENTATION OF CFD

The current trend in graphics card performance can be directly attributed to the demand
for increasingly realistic visual effects in video games. This market demand has created
an intense rivalry between NVIDIA and ATI (the two primary GPU manufacturers). By
design, graphics processing is a highly parallel, data intensive process. The high demand
for GPU with more raw parallel computation power and the rivalry between companies
has spurred a rapid increase in GPU power that has far outpaced the advances in the
CPU market (Figure 4.1). Early attempts at harnessing this power for computational
purposes involved, mapping equations to graphics functions in order to trick the GPU.
This proved the concept of GPGPU computing but was very time consuming to develop
programs. In the early 2000s, this method was replaced by Stanford’s BrookGPU which
allowed programmers to utilize traditional C like programming to utilize the graphics card
processor without extensive graphics-specific knowledge. With GPGPU computing becoming
more popular, several companies have released languages specifically for use with graphics
cards. These include NVIDIA’s CUDA, ATTD’s Stream, Microsoft’s DirectCompute and the
OpenCL framework. It is the author’s opinion that NVIDIA’s graphics hardware and CUDA
software provide the highest performance and flexibility at the time of writing, and is the

focus of this research.
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Figure 4.1 Peak computational performance of NVIDIA GPUs and Intel CPUs. [§]

www.manharaa.com




38

Theoretical GB/s
200

GeForceGTX 680

GeForceGTX 480

180
e T

sl GPU

160
GeForceGTX 280

140

120

100 -
GeForce8800GTX

BO
LeForce 7800 GTX

T preess006T /

Sandy Bridge

Harpertmvn

Morthwiood
2003 2004 2005 2006 IDOT 2008 2009 101!'.]' 2011 2(111
Image courtesy of NVIDIA

Figure 4.2 Peak memory bandwidth of NVIDIA GPUs and Intel CPUs. [8]

4.1 General CUDA Programming

This section focuses on understanding GPU hardware and the utilization of CUDA.
However, since all current GPGPU frameworks share similar architectures, many of the higher

level concepts can be used with other GPGPU frameworks.

4.1.1 GPU Hardware

In order to write efficient programs in CUDA, knowledge of the hardware’s capabilities
and limitations is required. This is mainly due to the massively parallel nature of GPU
programs and the high level of control over memory management and kernel execution. On

edge-of CPU architecture isn’t necessary to write efficient programs,
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due to the optimizations modern compilers can automatically apply. The graphics card used
in this research is NVIDIA’s GTX 570, however, the general principles can be applied to
other GPU’s.

The GTX 570 GPU consists of 15 Streaming Multiprocessors (SMs), each SM contains 32
thread processors. This yields a total of 480 thread processors or “CUDA cores”. The graphics
card memory consists of two main types: shared memory and global “device” memory. The
GTX 570 has 64 kB of shared memory per SM and 1.5 GB of device memory. This type
of architecture is used with programs written using a Single Instruction Multiple Thread
(SIMT) model. In the past, massively parallel vector computers used the Single Instruction

Multiple Data (SIMD) which is similar to the SIMT model used by CUDA.

4.1.2 CUDA Software

In order to illustrate CUDA programming and the use of kernel functions, a simple vector
addition function will be presented. Kernel functions are executed on the GPU concurrently
by the GPU’s multiprocessors The multiprocessors then utilize their thread processors to
execute the required computation. Since most CUDA programs are written using CUDA C,

we will start with a traditional serial CPU code for adding two vectors:

int main()
{
for (int i=0;i < n;++i)
{
C[i] = A[i] + BI[il;
}
}

Listing 4.1 Serial vector addition.

Before proceeding, we must define some common CUDA terminology. CUDA kernel calls
are made up of threads, blocks and grids. Threads are the individual processes that are
executed within each SM, while blocks are a 1, 2 or 3-dimensional group of threads. A
grid is a 1 or 2-dimensional set of blocks, each of which is executed by an SM (Figure 4.3).

Sinee,CUDA uses-SIM T -each block will execute the same kernel when it is invoked. If a
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kernel is to be executed using a large array of data, each block and thread need to be aware
of their position within the grid. These positions can be found using the intinsic functions
blocklIdx.x, blockldx.y, threadIdx.x, threadldx.y and threadldx.z. Additionally the block and
grid dimensions can be found using the following intrinsic functions: blockDim.x, blockDim.y,
blockDim.z, gridDim.x and gridDim.y. Using the kernel concept and the intrinsic position

functions, the CPU vector addition routine can be converted to a basic CUDA kernel:

Grid

Block (0, 0) | Block (1,0) | Block (2, 0)

Block (0, 1) | Block (1, 1) |[Block (2, 1)

\

[y

Image courtesy of NVIDIA

Figure 4.3 Block and Grid architecture for kernel execution. [8]

#define THREADS_PER_BLOCK 32

__global__

void vectorAdd(int n,double *A,double *B,double *C)

{
int i = blockIdx.x * blockDim.x + threadIldx.x;
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}

int main()

{
int dimGrid = (n - 1) / THREADS_PER_BLOCK + 1;
int dimBlock = THREADS_PER_BLOCK;
vectorAdd<<<dimGrid,dimBlock>>>(n,A,B,C);

}

Listing 4.2 Simple parallel vector addition.

4.1.3 Memory Management

One key concept to the performance of CUDA programs is the proper usage of shared and
device memory (Figure 4.4). In CUDA, the usage of the memory must be managed manually.
Although the shared memory is small, the latency associated with accessing data stored here
is significantly lower than the global memory (approximately 4 clock cycles vs. 400-600 clock
cycles).

Due to this large discrepancy, shared memory needs to be used efficiently in order to
achieve the full performance of the GPU. For peak performance, every kernel should typically

follow this operational stencil:

1. Determine the grid location from the block and thread ID’s.
2. Copy required data from device to shared memory.
3. Perform operations using only shared memory.

4. Copy results from the shared to the device memory.

The latency caused by memory copies between shared and device memory is typically
largely hidden by the on-chip thread scheduler, as long as the memory is accessed sequentially.
This is known as ‘memory coalescing’, various techniques to improve memory performance

are given in detail in the CUDA Programming Guide [8]. By applying appropriate memory
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Image courtesy of NVIDIA

Figure 4.4 Hardware schematic of NVIDIA GPUs. [8]

management, we can significantly improve the performance of our previous CUDA kernel by

replacing with the following:

#define THREADS_PER_BLOCK 32

__global__
void vectorAdd(int n,double *A,double *B,double *C)
{
int j = threadldx.x;
int bDim = blockDim.x;
int 1 = blockIdx.x * bDim + j;
extern __shared__ char shared[];

__syncthreads();

double *A_s (double *)shared;
double *B_s = (double *)&A_s[bDim];
double *C_s = (double *)&B_s[bDim];
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__syncthreads() ;

A_s[jl = Alil;
B_s[j] = BI[il;

__syncthreads () ;
C_s[j]l = A_s[j] + B_s[jl;

__syncthreads() ;

Cli]l = C_s[jl;
}
int main()
{
int dimGrid = (n - 1) / THREADS_PER_BLOCK + 1;
int dimBlock = THREADS_PER_BLOCK;
int smemSize = 3* THREADS_PER_BLOCK * sizeof (double);
vectorAdd<<<dimGrid,dimBlock,smemSize>>>(n,A,B,C);
}

Listing 4.3 Parallel vector addition with shared memory.

It should be noted that the kernel call now has a third term ‘smemSize’ which tells the GPU

how much shared memory is required by the kernel.

4.2 Solver Implementation

4.2.1 Runge-Kutta SIMPLER

The primary advantage of the Runge-Kutta SIMPLER algorithm over the Crank-Nicolson
or Fully Implicit algorithms is it’s ease of parallelization. Since the algorithm is explicit in
both space and time, threads can run independently of each other for a majority of the
time step. This allows the on-chip thread scheduler to manage the thread processors and
ensure none are idle. There are only a few key locations where thread synchronization
must occur. These locations, such as setting up the pressure equation, need calculated data

from surrounding nodes. Additionally, the Gauss-Seidel iterative process (a serial process) is
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replaced by the Runge-Kutta scheme which can be easily parallelized. This eliminates the
need for complex parallel matrix solvers and further improves the solver’s performance. The
main limiter on performance is therefore efficient use of the shared and device memory space.
This is complicated by the use of unstructured grids. As seen in the previous section, the
shared memory allocated to each block needs to be declared during the kernel call. Allocating
the shared memory for a structured grid is simple since there are always a known number
of element or node values needed for calculations. When using an unstructured grid, this is
complicated by the varying number of neighboring nodes and elements for each face. For this
research, the maximum number of connected elements and nodes is first determined from
the grid data, denoted ‘N4z - Since each block will be allocated the same amount of shared
memory, the max number was then used to allocate shared memory space to ensure each
kernel will have enough storage (Listing 4.4). Careful usage of the shared memory is required
though, since the maximum number of double precision numbers allowed per thread is only

256 on the GTX 570.

int smemSize = N_max * 4% sizeof (double);

Listing 4.4 Shared memory sizing

Another advantage of the explicit Runge-Kutta routine is scalability. The main limitation
to GPU computing is the limited device memory space. This can be mitigated using the
fully explicit routine, since the data necessary for each thread is at most the values at the
desired node and the surrounding nodal values. Additionally, with the elimination of the
Gauss-Seidel iterations, there is no time in the code when values for the entire grid are
needed at one time. For large grids (node points > 350,000), the device memory will no
longer be able to hold all of the data needed for the entire computational domain. One
solution is to split the domain into smaller sub-domains and compute each sub-domain in
stages during each time step. After each sub-domain is computed the device memory is
swapped to contain the relative data points. This allows the maximum grid size to be limited
only by the maximum system memory, typically 8-20 times more than the device memory, at

the expense of latency due to memory transfers from the host to the GPU. This latency can
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be further reduced to a degree by using asynchronous data transfers and kernel executions.
Asynchronous executions allows the GPU to process a kernel while transferring data to and
from the host limiting and sometimes completely masking the latency caused by memory
transfers between the hardware. Additionally, the above process can be adapted to extend
the algorithm to use multiple GPUs and increase computational performance. Since the two
scaling options are closely related, it is simple to implement one or both of these options once
a general procedure is formulated. Detailed example of multi-GPU computing can be found

in the NVIDIA CUDA C Programming Guide [8].

4.2.2 Fortran-CUDA interoperability

In terms of speed, it is generally preferable to perform all of the computation on the GPU,
however, it is often necessary to use legacy code with CUDA kernels. This interoperability
can be used to accelerate a few time intensive subroutines in an existing CPU code or allow
a primarily GPU based code to use CPU functions that cannot be converted to CUDA or
would not be efficient to execute on the GPU. In this research, the code uses a Fortran based
unsteady rotor model developed by Guntupalli [4] along with the CUDA based solver. The

general outline for calling CPU functions in a GPU code is:

1. Copy data needed by the CPU function(s) from GPU to host.
2. Execute CPU function(s).

3. Copy calculated data from host to GPU

It should be noted that there is no need to copy the original data back to the card if it has not
been manipulated by the CPU code. A similar process can be used for calling GPU functions

from CPU code:

1. Copy data needed by the GPU kernel(s) from host to GPU.
2. Execute GPU kernel(s)

3...Copy.calculated.data.from GPU to host.
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However, standard Fortran implementations do not have the intrinsic functions to interact
with the GPU, so a wrapper function must be created. The wrapper function takes advantage
of Fortran’s ability to call C functions natively and C’s capability to transfer memory to
the GPU and execute CUDA kernels. Since C and Fortran can be mixed natively, the
only overhead going from Fortran to CUDA is the latency cause by transferring data from
host to GPU. Referring back to our original vector addition example, Listings 4.5 and 4.6
demonstrate how a CUDA kernel can be wrapped in a C function so it can be called from
Fortran. This type of interoperability is required for any useful CUDA program since CUDA
is a language that can only handle computation. This means data input/output and any other
non computational activities have to be done by CPU code of some type. In this research,
Fortran-Cuda interoperability is used primarily for reading the input data, calculating the

rotor source terms, and writing result files.

#define THREADS_PER_BLOCK 32

__global__
void vectorAdd(int n,double *A,double *B,double *C)
{

int j = threadldx.x;

int bDim = blockDim.x;

int i = blockIdx.x * bDim + j;

extern __shared__ char shared[];

__syncthreads();

double *A_s = (double *)shared;
double *B_s (double *)&A_s[bDim];
double *C_s = (double *)&B_s[bDim];

__syncthreads() ;

A_s[jl = Al[il;
B_s[j] = BI[il;

__syncthreads();

C_s[j]l = A_s[j] + B_s[jl;

__syncthreads () ;
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Cli] = C_s[jl;
}

extern "C"

{
void addvectors_(int *N,double *A,double *B,double *C)

{

int dimGrid = (*N - 1) / THREADS_PER_BLOCK + 1;
int dimBlock = THREADS_PER_BLOCK;
int smemSize = 3* THREADS_PER_BLOCK * sizeof (double);

vectorAdd<<<dimGrid,dimBlock, smemSize>>>(*N,A_d,B_d4,C_d);

Listing 4.5 Parallel vector addition kernel with Fortran wrapper.

PROGRAM main
IMPLICIT NONE

INTEGER, PARAMETER :: N = 1000
REAL*8 :: A(N), B(N), C(N)

CALL addVectors(N,A,B,C)

END PROGRAM main

Listing 4.6 Fortran call to CUDA function.

4.2.3 CUDA implementation specifics

For this research, all of the calculations were done on the GPU with the exception of the

Gauss-Seidel iterations used to solve for pressure. The Gauss-Seidel iteration method not

only updates the i** pressure of the loop but also the pressure coefficients of the neighboring

nodes. As a result of this, splitting the Gauss-Seidel iterations by using a coloring scheme or

other popular methods becomes very difficult since each region has to be able to update the

center node and all of the neighbor nodes without experiencing a race condition. However,

leaving it on the CPU was deemed acceptable since the computation time used to solve for
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the pressure is relatively low in comparison to the other computations (approximately 4%),
the computation time percentages for a typical run are listed in Appendix D. As a result of

this, the maximum performance gain is limited by Amdahl’s Law:

1

BT

(4.1)

where S(N) is the total speed-up due to the speed-up of the parallel sections, P is the
percentage of the code (in computation time) that is in parallel, and N is the speed-up of the
parallel sections. Taking the limit of this equation where N — oo yields a maximum speed-up
of 24.39 times. The CUDA implementation is therefore bound by this limit and the limit
can be used to measure the performance of the CUDA code vs. the idealized case. It should
be noted that the speed-ups listed in the Chapter 5 are relative to the Crank-Nicolson solver
and can be greater 24.39 times since the Runge-Kutta algorithm itself has a performance

gain and is then enhanced by CUDA.
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CHAPTER 5. RESULTS

5.1 3D Unstructured Rung-Kutta Code Validation

The Runge-Kutta 3D unstructured flow solver was validated using benchmark problems
with and without GPU acceleration. Each benchmark problem and the results obtained are

described in the following sections.

5.1.1 Lid Driven Cavity

The standard test case for both two-dimensional and three-dimensional solvers is the lid
driven cavity. In this case, the cavity is a cube with edge lengths of one (L = 1) and a top
surface (z = 1) moving at a constant velocity of 1m/s (Figure 5.1). The cavity walls are all
treated as no-slip boundary condition. The moving lid drives a circulation inside the cavity
due to the transport of shear stress. The Reynolds number for the lid driven cavity can be

calculated using the equation:

_ PUalL
1

Re (5.1)

where p, 4 and Upg are the fluid density, viscosity and lid velocity, respectively. Reynolds
numbers of 100, 400 and 1000 were simulated and compared against the Fully-Implicit
solution. The grid used for is a 33x33x33 stretched grid consisting of 196,608 tetrahedral
elements. A stretch grid was used in order to capture the velocity profile near the walls
more accurately. The time step and computation time for the various solvers can be seen in
Table 5.1.

By comparing the centerline velocity profiles for Re = 100 between the traditional

Crank-Nicolson solver and the Runge-Kutta, it can be seen that the solutions show an
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Figure 5.1 Schematic of lid driven cavity

overall good agreement (Figure 5.3). Further, the velocity vector plots at the mid-planes
of the computational domain show the correct physical phenomenon. Figure 5.6 shows the
primary vortex centered slightly above the center of the cavity, while, Figure 5.5 shows two
counter rotating vortices’s that move toward the corners of the y — z plane. The results
for Reynolds numbers of 400 and 1000 also show excellent overall agreement between the
different time integration schemes. From Figure 5.10 it can be seen that the solution reached
convergence to a satisfactory extent. The explicit Runge-Kutta scheme requires a smaller
time step than the Crank-Nicolson or Fully Implicit solution in order to maintain stability.
It was found through experimentation that a time step one order of magnitude smaller than

used by the Crank-Nicolson solution yielded good stability over a broad variety of cases.
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Algorithm Time Step Exec. time (s) Speed-up
Crank-Nicolson 0.01 868803.217 1x
Runge-Kutta 0.001 201344.894 4.3x
Runge-Kutta in CUDA 0.001 10642.866 81.63x

Table 5.1 Performance comparison of integration methods for the lid driven cavity over a
fixed simulation time
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Number of nodes = 35937
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(b) 33 x 33 x 33 stretched grid, 3D

Figure 5.2 Computational Grids
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5.3 Centerline velocity profiles, Re = 100
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Figure 5.5 Velocity vectors for the Y-Z plane, z = 0.5, Re = 100
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Figure 5.7 Isosurface of velocity magnitude, Re = 100
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Figure 5.10 Mass residual of Runge-Kutta solver for lid driven cavity
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5.1.2 Unsteady Rotor

In order to test the Runge-Kutta algorithm with the unsteady rotor, the Rabbot rotor
is simulated at a collective pitch of 4.5°. The grid used for the rotor simulation has 9261
nodes and is shown in Figure 5.11. One important parameter of the rotor’s performance
while hovering is the coefficient of thrust Cr. In Figure 5.12, the thrust coefficient versus
time is shown for the various solvers tested. The Crank-Nicolson unstructured solver with
an unsteady rotor produces valid results [4]; this solver is used as the baseline comparison
for the Runge-Kutta solver. From Figures 5.12 and 5.13, it is clear that the time history of
the thrust coefficients are comparable to those of the Crank-Nicolson solver. Experimental
data is available, against which the solution can be compared. To generate a more accurate
comparison, the Cp of the steadily oscillating portion is averaged over 50 rotor rotations.
These averaged values along with the execution times for each solver are shown in Table 5.2.
The average thrust coefficient from each algorithm shows excellent congruency with the

experimental data, producing a difference of less than 2%.

Algorithm Time Step Cr Exec. time (s) Speed-up
Experimental - 0.00217 - -
Crank-Nicolson 0.0025 0.00221 170454.544 1x

Runge-Kutta 0.00025 0.002188 37055.336 4.6x
Runge-Kutta in CUDA 0.00025 0.002188 2035.976 83.72x

Table 5.2 Performance comparison of integration methods for the unsteady rotor over a
fixed simulation time
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Figure 5.11 Unsteady rotor grid with 9261 nodes.
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Figure 5.12 Thrust coefficient Cp vs.  time for Crank-Nicolson, Runge-Kutta and
Runge-Kutta in CUDA.
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In order to maintain stability the explicit routine need to run a time step approximately

one order of magnitude smaller than the Crank-Nicolson or Fully Implicit solver to maintain

stability. This means that for the same computation time range, the explicit codes need to

run ten times as many time steps as the Crank-Nicolson or Fully Implicit solver need. In

spite of this, the CPU Runge-Kutta solver is still faster than the Crank-Nicolson or Full

Implicit solver, primarily because of the elimination of the convergence sub-iterations and

the elimination of the pressure correction equation. The speed-up is further increased by the

CUDA implementation and the computation time is reduced from approximately 2 days to

just under 34 minutes.
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Figure 5.13 Thrust coefficient C'r detail.

Next, the rotor flow characteristics as calculated by the Runge-Kutta algorithm are

presented. The instantaneous pressure contours above and below the rotor can be seen

in Figure 5.1.2. This pressure differential between the top and bottom of the blades is the

expected result, therefore, the physics of the flow are being maintained. Figure 5.14 shows
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velocity contours on a vertical plane slice through center of the rotor. The velocity field
agrees well with previous results, showing a high velocity jet below the rotor and a large slow
moving inflow. Finally, Figures 5.16 and 5.17 present the vorticity magnitude on the rotor

plane and in the 3D wake, respectively.

Figure 5.14 Velocity magnitude contours at the centerline, t = 5s.
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Figure 5.16 Vorticity magnitude at the rotor. £ = 5s.
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Figure 5.17 Isosurface of vorticity magnitude, t = 5s.
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CHAPTER 6. CONCLUSION AND RECOMMENDATIONS

In this research, an unstructured, time-accurate, explicit solver is presented for 3-D
incompressible flows. The incompressible, unsteady Navier-Stokes equations were solved
using median-dual based control volumes on tetrahedral grids. A vertex centered finite
volume discretization was employed with an artificial velocity field to achieve pressure-velocity
coupling. The discretized equations were solved using a SIMPLER based algorithm. Implicit
and Runge-Kutta based explicit time integration schemes were developed and implemented.
The resulting solver was validated using confined flow in a driven cavity and using an unsteady
rotor in hover. A good agreement between the time integration methods and existing
numerical data was observed. It was found that the explicit time integration is capable
of capturing unsteady, three-dimensional effects with less computational effort. In addition,
the explicit solver was implemented in a parallel environment utilizing the GPU. This allowed
even lower computation times due to the parallel nature of the explicit algorithm.

Although the results show promise, further work is necessary to make the algorithm more
general and robust. A comparison should be done between implicit Runge-Kutta, explicit
Runge-Kutta and other high order explicit methods to obtain the differences and computation
times. The explicit flow solver needs to be tested with more external flows and tested with
rotor-body configurations. Extending the grid to a general arbitrary control volumes would

also enhance the usefulness of the solver.
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APPENDIX A. Shape Function for a General Variable ¢

Assuming an interpolation function of ® = A¢ + BY + C'Z + D, the coefficients A, B,C
and D can be calculated by applying the function on the four node points of a tetrahedron.

This yields a system of equations for the coefficients of:

A& +BY,1 +CZ + D =,
Afy + BYy + CZy+ D = @,
A3+ BY; + CZs + D = 4

A4+ BY, +CZy+ D =9y (A1)

These equations are in the local coordinate system (£, Y, Z). By solving the above equations

with Cramer’s rule, the coefficients can be computes using the following:

4
A=L1®y + La®o + L3®3 + LyPy = Z L;®;

i=1
4
B = My®; + Mp®y + M3®3 + My®s = ) | M,
i=1

4
C = N1®1 + No®gy + N3P3 + NyPy = Z N;D;
=1
4
D =019 + 0399 + O3P3 + 04P4 = Z 0,9, (AQ)
=1

where,

A = (Z3— Zy) (&1Y2 — &) + (Zy — Z2) (Za — Z3) (&1Y4 — €4Y1)
+ & [Y3(Z1 — Z4) = Ya (21 — Z3)]
+&Ya (21 — Z3) — Yo (Z1 — Z4)]

+ &4 Yo (Z1 — Z3) — Yo (Z1 — Z)] (A.3)
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L - Yo(Z3 — Z4) + Y3(Zs — Z) + Yi(Zo2 — Z3)

A
I = Y1(Z3 — Z4) 4+ Y3(Zy — Z1) + Yu(Zy — Z3)
2T A
I Y1(Zo — Z4) + Yo(Zy — Z1) + Ya(Z1 — Z2)
5 A
Ly = N(Z2 - Z3) + Yz(Z?,A— Z1) +Y3(Z1 — Z2) (A)
= 23— Z4) + §3(Z4 — Zn) + &4(Z2 — Z3)
b A
M — §1(Z3 — Za) + &3(Za — Zh) + §u(Z1 — Z3)
2T A
Me = fl(ZQ — Z4) + 62(24 - Zl) + 54(Z1 — ZQ)
T A
M, — £1(Zy — Z3) + €2(ZsA— Zh) +&3(Z1 — Zo) (A5)
N — §2(Ys — Yy) + &3(Yy — Ya) + &4(Ya — V3)
e A
Ny — &Yz —Yy) + &Yy — Y1)+ &(Y1 —Y3)
2T A
N — §(Yo —Yy) + &Y — Y1) + &(Yr — Vo)
8 A
Ny = a2 —Y3) + 52(Y3A— Y1) + & - Va) (A.6)

& (Y3Zy — YaZ3) + &3(YaZo — Yo Zy) + E4(YaZs — Y3Zs)

O =— -
Oy = §1(Y3Zy — YuZ3) + &3(YaZy — Y1Z4) + E4(Y1Z3 — Y321)
N A
0y = & (YaZy —YaZs) + &(YaZy — Y1 Z4s) + &V 2y — YoZ)
A
_ &(YaZs —Ys3Zo) + &o(Y3Z1 — Y173) 4 §3(Y1Z2 — Yo Z1)
Oy = A (A.7)
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APPENDIX B. Shape Function for Pressure

Assuming the pressure varies linearly within each tetrahedral element, the following

general equation can be used for the pressure:

p=—(ax+ By +vz+n) (B.1)

Applying the general pressure equation to the node points yields:

azxy + Byr +yz1+n=—p1
azy + Bys +yz2 + 1= —p2
azxs + fys +vz3 +n = —p3

g + Bys + vz + 1= —ps (B.2)

Using Cramer’s rule, the Equations in B.2 are solved to yield the coefficients «, 3, .

where, L;, M;, N; are defined as follow:

www.manharaa.com




71

A =21 [y2(23 — 24) + 22(ya — y3) + (Y324 — Ya23)]
—y1 [v2(23 — 24) + 22(24 — 23) + (¥324 — T423)]
+ 21 [x2(y3 — ya) + y2 (a4 — x3) + (x3y4 — T4Yy3)]

— [z2(y324 — yaz3) + Y2 (wa23w324) + 22(@3Yys — T423)] (B.4)

= Yoz — 24) +ys(2a — 22) + yalze — 23)

B>

= yi(zs —2a) +ys(ea — 21) +yalz1 — 23)

>

o (ze—za) +up(z—2) fyaa — )

>

-yl —28) Hyales — 1) Hys(z — 20) (B.5)

g

i _w2(23 — 24) + 23(24 — 22) + 24(22 — 23)

1 —_
A
07— Tz —ze) Fas(za — 21) + 242 — 25)
2T A
i _w1(22 — z1) +x2(24 — 21) + 24(21 — 22)
5 A
My = ~mi(22 —23) + xQ(ZQ,A— 21) + 23(21 — 22) (B.6)
N - 22(y3 — ya) + 3(ys — y2) + x4(y2 — y3)
P A
N ~21(y3 — ya) +x3(ya — y1) + 2a(ys — ys)
T A
Na— x1(y2 — ya) + 22(ya — 1) + 24(y1 — y2)
ST A
N _ (Y2 —ys3) + xz(yz— y1) +x3(y1 — o) (B.7)
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APPENDIX C. Pressure Equation Derivation

Starting with the continuity equation in terms of the artificial velocity field, the artificial

velocity definitions are substituted into the equation and expanded.

ity g Y dy
3 3

b4+ Dg+ 0 dU+dU+dV _ _ ) )

-+T; by ; L(SY + Mypy + Mapy + Msps + Mypa)n, (C.1)

gy dy Y Y
3 3

(8" + Lipy + Lopa + L3ps + Lapa)ne

(S™ + Nip1 + Naops + N3ps + Naps)n,| =0

To get the pressure coefficients, we assemble the terms around a particular point. Using
node point 1 as the node of interest, all of the terms containing p; are collected and make
up the alj;. coefficient for the pressure equation. The rest of the terms containing pressures
(p2, p3, p4) contribute to the neighbor node coefficients afb. Finally, all remaining terms are

collected to form the pressure source term b,.
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APPENDIX D. Runge-Kutta Profile

Execution time percentages of the primary subroutines for the CPU implementation of

the Runge-Kutta Code.

Routine Exec. time percentage
Momentum Coefficients 30.8%
Momentum Coefficient Assembly 27.6%
Pressure Coefficient Assembly 12.6%
Pressure Coefficients 11.8%
Median Dual Direction 7.6%
Pressure Solve 4.1%
Runge-Kutta Velocity Update 2.2%
Misc. Tasks 3.3%

Table D.1 Execution profile for the CPU implementation of the Runge-Kutta code.
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