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Abstract

This thesis investigates using highly parallel accelerator architectures to accelerate the
simulation of nonlinear hyperbolic PDEs. Second-order accurate finite volume flux-limiter
methods are implemented for the shallow water equations using cartesian grids and explicit
time-stepping. The solver is implemented for three different architectures, a multicore
x86 CPU using threading, IBM’s Cell Processor, and Nvidia’s Tesla GPU. The memory
layout, communication patterns and optimization steps necessary to exploit the parallel
architecture of the Cell processor and the GPU are described.

When comparing performance, the optimized accelerator implementations show speed-
ups of between 60-75x relative to a single CPU core in single precision, with the Cell
processor implementation reaching 60x speed-up and the GPU 75x. In double the Cell
processor performs 18x faster than a single CPU core. Comparing with a quad-core CPU,
the Cell processor accelerates computation speed by roughly 15x, while the GPU provides
close to 19x speed-up. In double precision the Cell processor provides a 5x speed-up
relative to the quad-core CPU.

The three implementations are extended to parallel computing clusters by making use
of the Message Passing Interface (MPI). The resulting hybrid-parallel code is investigated
for performance and scalability on two computing clusters. The first, a GPU cluster,
shows excellent scalability and performance, while the Cell cluster is hampered by a slow
interconnect speed and does not scale as well.

This study investigates the feasibility of adopting accelerator architectures for struc-
tured grid simulation of hyperbolic conservation laws, and the performance gains that can
be obtained. These performance gains are quantified in a manner that can provide impor-
tant information to others considering accelerator architectures. Additionally the study
explains data-structures and techniques suitable for highly parallel architectures and dis-
cusses implementations for both the Cell processor and the GPU.
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Chapter 1

Introduction

Recent microprocessor advances have focused on increasing parallelism rather than fre-
quency, resulting in the development of highly parallel architectures such as the GPU
(Graphics Processing Unit) and the Cell processor [7]. Their potential for excellent per-
formance on computation-intensive scientific applications coupled with their availability as
commodity hardware has led researchers to adapt computational kernels to these parallel
architectures, often referred to as accelerator architectures. This thesis investigates map-
ping high-resolution finite volume methods for hyperbolic equations [29] onto several classes
of accelerator architecture, namely IBM’s Cell processor and Nvidia GPUs [33]. These ac-
celerator architectures are investigated as both stand-alone computational accelerators and
as components of parallel clusters. This is accomplished by implementing a high-resolution
explicit scheme for the shallow water equations on structured grids for three architectures
(x86 CPU, GPU, and Cell), and in parallel using MPI (Message Passing Interface).

This thesis is organized as follows:

e Chapter 1| provides motivation and a review of related work.

Chapter [2| introduces high-resolution finite volume methods.

Chapters [3, 4, and [5] introduce architecture specific implementations of the shallow
water solver for x86 CPU, GPU, and Cell.

Chapter [6] compares the relative performance of the implementations.

Chapter [7] discusses our findings and summarizes results.



1.1 Space Weather

The broader public is typically unaware of the possible dangers posed by space weather,
but they are well documented [27]. They include danger of radiation exposure to astro-
nauts and airline passengers, damage to satellite infrastructure, and as detailed in a recent
NASA report [42], the potential for catastrophic damage to power and telecommunication
infrastructure. Timely prediction of space weather events would ensure that proper pre-
cautions could be taken such as limiting critical infrastructure operations to only essential
functions, overriding automatic control procedures or delaying operations until the event

has subsided.

Modeling the interaction between the Earth’s magnetic field and the solar wind can be
done using the hyperbolic MHD (Magnetohydrodynamics) system of equations. Modeling
MHD is the most computationally expensive component in a simulation of the Earth’s
space environment [I8]. The class of high-resolution numerical schemes investigated in
this thesis is suitable for modeling MHD flows [29]. Future acceleration of these types of
calculations is the underlying motivation for this thesis.

1.2 Research Methodology

Wave-based high-resolution finite volume methods [29, [30] are described in Chapter 2]
They are implemented in two dimensions (2D) on structured grids and applied to the shal-
low water equations (see Chapter . After verifying the accuracy of the implementation
against analytic test cases, the implementation is extended to parallel and accelerator ar-
chitectures (for distinction see section . First, coarse-grained parallelism is exploited
to implement the algorithm at a cluster level using MPI. Second, thread-level parallelism
is exploited on shared memory architectures using POSIX threads (pthreads). Thereafter,
the implementation diverges into three separate architecture-specific implementations fo-
cused on optimizing the computational throughput by exploiting fine-grained parallelism
on the three architectures of interest:

e Intel Xeon x86 CPU (Chapter |3).
e Nvidia Tesla GPU (Chapter [4).
e IBM Cell Broadband Engine Architecture (CBEA or Cell BE) (Chapter [5)).



All three implementations are highly optimized for performance and multiple metrics are
used in order to gauge their performance characteristics. This thesis will measure perfor-
mance by comparing:

e Runtime speed-up against a single-core x86 CPU implementation.

e GFLOPS performance with the peak theoretical throughput.

e Runtime scaling speed-up on MPI clusters.

Investigating these measures helps give an accurate picture of the performance character-
istics for the hyperbolic PDE computational kernel on different architectures.

A separate and often very important aspect of adopting a new computer architecture is
the amount of time it takes to learn to program it efficiently. This question is not addressed
directly in this study, but some anecdotal experience relating to this is given in Chapter [7}

1.3 Parallel Architectures

1.3.1 The End of the Uniprocessor

No longer can researchers expect today’s codes to run faster on tomorrow’s computers.
Manufacturers are facing physical limitations to increasing processor frequency and are
turning to increased on-chip parallelism as a solution. The factors limiting further increases
in processor clock speed are summarized as the three walls [§]:

1. Power Wall:

e As devices get smaller, leakage power dissipation is increasing and is now ap-
proaching the amount used to actively power transistors.

2. ILP Wall:

e All easy instruction level parallelism (ILP) has been exploited.

e There are diminishing returns in trying to exploit more ILP at the hardware
level.

3. Memory Wall:



e Memory performance lags behind compute performance.

e Latency to main memory can be orders of magnitude slower than the length of
time to perform floating point operations.

Chip manufacturers are responding to these challenges by developing chip multiprocessors
(CMP) and other novel processor designs. In what follows the current major architec-
ture designs are briefly discussed, along with how they address the issues associated with
developing an efficient parallel microprocessor architecture.

1.3.2 Chip Multiprocessors

CMPs or multi-core processors are the first and most logical extension from uniprocessor
to multiprocessor. The successful technologies used in single processor design are reused
and replicated multiple times onto a single chip. They are backwards compatible, flexible,
and easy to market to the general public. Though designed for general purpose computing
they come with computational accelerators in the form of on-chip SIMD (Single Instruction
Multiple Data) vector floating point units. On x86 chips, these units are accessible through
the use of SSE (Streaming SIMD Extensions) assembly instructions. Latency to main
memory is a major issue, as memory caching systems often must be shared among cores.
This unresolved memory bottleneck is a major issue that has prompted researchers at
Berkeley [§] to question whether CMPs can scale well past four or eight cores.

In the marketplace, dual and quad-core CPUs are already the standard for desktop,
server, and laptop computing. Regardless of whether they can effectively scale up to many
more cores, the multi-core CPU will be a reliable computing resource for many years to
come.

1.3.3 Cell BE

The Cell Broadband Engine Architecture (Cell BE) developed jointly by Sony, Toshiba,
and IBM is a heterogeneous multi-core chip design. A high performance to power ratio is
obtained by employing eight SIMD vector processors called Synergistic Processing Elements
(SPE) in tandem with a standard PPC 970 CPU (Central Processing Unit) called the Power
Processing Element (PPE). The PPE runs the operating system but computations should
be offloaded to the more powerful vector units. The Cell also has high bandwidth access to
main memory (25.6 GB/s) and deals with memory latency by giving the developer low-level
control over the flow of data [40), [7].



1.3.4 Nvidia Tesla GPU

The Nvidia Tesla architecture is a streaming multiprocessor design with hundreds of iden-
tical scalar processors. These processors are grouped into blocks that work together to
implement a Single Instruction Multiple Thread (SIMT) stream processing model, imple-
mented in the CUDA (Compute Unified Device Architecture) programming framework.
The high latency to memory problem is addressed by having many more threads than pro-
cessors and zero-penalty context switching between threads. Memory-stalled threads are
simply swapped out of context for active threads, hiding the latency. The GPU is attached
to the host CPU across the PCI-Express Bus, which has relatively low bandwidth and high
latency. In order to reduce the amount of traffic across the PCI-Express Bus the GPU has
its own DRAM [33].

1.3.5 ATI/AMD GPU

In this work only Nvidia GPUs are used; however ATI GPUs are functionally similar
in design to the Nvidia streaming multiprocessor design. They are also streaming mul-
tiprocessors with hundreds of scalar processors built on top of ATI’s graphics processor
technology. The programming model used by ATI GPUs is the Brook GPU programming
language developed at Stanford [13]. The reason for the exclusion of ATI GPUs from this
study is the current lack of ATI GPU resources within SHARCNET and the University of
Waterloo, and a less well supported programming environment than Nvidia’s CUDA.

1.3.6 Accelerator Architectures

Since the term parallel architecture is often used to refer to parallel clusters of computers, in
the interest of clarity the term accelerator architecture is adopted in this thesis to define
a heterogeneous extension to a base processor that is designed to maximize computational
throughput through the use of fine-grained data parallel hardware. This definition can
include on-chip SIMD floating point units, GPUs, and the SPEs of a Cell Processor.

1.4 Application Programming Interfaces

At present, most work is done using vendor-specific APIs for each platform and, while pow-
erful, each presents its own learning curve. This can present a significant time investment



and a barrier to adoption of the hardware. Work on a unified framework for program-
ming accelerator architectures is an active area of research. Some approaches to meeting
this challenge are discussed below. OpenCL aims to be a low level API, while Rapid-
Mind and HONEI [47] are meant as higher level abstractions for programming accelerator
architectures.

OpenCL

OpenCL is an open source standard for stream processing developed by the Khronos group
[19]. It aims to unite hardware manufacturers behind a common stream processing model.
As more manufacturers develop drivers for their hardware, the OpenCL standard should
expand to have support for multi-core, GPU, and Cell architectures.

RapidMind

RapidMind is a company that offers a development platform for multi-core, GPU, and
Cell architectures. The platform was first conceived of as sh, a shader metaprogramming
language for GPUs [31] but has grown to include support for other architectures. It is an
attractive development option as it allows developers to ignore the lower level workings of
the hardware and focus on developing their application using RapidMind’s C++-integrated
API. Once a program is written using the API it may then be compiled for any of the
different architectures.

HONEI

HONEI [47] is similar in concept to RapidMind. It is a collection of libraries that allow
developers to use a hardware-independent programming API to compile their program for
Cell, GPU or SSE-optimized multi-core CPU. It is aimed at a higher level of abstraction
than OpenCL by providing built-in linear algebra routines, but it also has lower level
container functions and support for architecture-specific implementations.

1.5 GPU and Cell for Finite Volume Methods

The use of parallel clusters for astrophysics simulations is standard practice (for instance
using FLASH [17], CLAWPACK [30], Zeus-MP [23], OpenGGCM [37]) but the use of

6



accelerators is not yet as widespread. This is an area of active research and since the
software development tools are not yet as sophisticated as for x86 CPUs, many are waiting
for the technology to mature. Some examples of work using finite volume methods or
programming ideas important for this thesis are discussed below.

GPU

Several researchers have looked at using the GPU, but much of this work was done prior to
the development of the CUDA framework for general purpose calculations on Nvidia GPUs.
They were forced to perform computations via shading languages and other graphics APIs.
Additionally the hardware design of the GPU has changed considerably and has become
far more flexible and programmable.

Fatica [15] develops an Euler equation solver for a generalized stream processing archi-
tecture using the Brook programming language. Brandvik [11], [12] develops a solver for the
Euler equations in both 2D and 3D using ATI GPUs. Hagen [2I] also develops an Euler
equation solver in 2D using Nvidia GPUs. They use OpenGL and the cg shader language
in order to implement their methods on the GPU. Later Hagen [20] further develops the
methods in a more general conservation law framework using the same GPU programming
techniques. They apply their results to both the shallow water equations and the Euler
equations in 2D. Their results demonstrate that graphics processors can be successfully
employed to accelerate finite volume methods. In order to increase arithmetic intensity
they used second-order high-resolution methods similar to those used in this work. One
difference is that they deal with uneven bottom topography and small perturbation flows
in the case of the shallow water equations which are not treated in this work. Saetra [39]
extends the work done by Hagen to a system of four Nvidia GPUs connected via a gigabit
ethernet switch. The shallow water equations and the 2D Euler equations are simulated
using the same numerical methods and graphics APIs as in [20]. He demonstrates that
small clusters of GPUs are a viable strategy for accelerating calculations and he develops
some methods for alleviating the slow interconnect bottleneck.

Cell Processor

The Cell processor has not been explored as fully as the GPU for finite volume hyperbolic
equation simulation. In two works by Shalf et al [49, 48] the potential of the Cell processor
for scientific computing is explored by implementing several representative computational
kernels drawn from scientific applications. They implement matrix multiply, sparse ma-
trix multiply, stencil calculations, and 1D /2D FFTs using the Cell system simulator. The
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stencil calculations are finite difference schemes for the 3D wave equation and the 3D heat
equation on regular grids. Another CFD scheme to be successfully implemented on the
Cell processor is the Lattice Boltzmann method for simulating biological fluid flow [45].
The Lattice Boltzmann method is highly parallel and maps well to different types of accel-
erator architectures. Performance on the Cell processor is compared to other accelerator
architectures and the Cell processor is found to compare favourably. Van Dyk et al [47] are
developing the HONEI framework discussed earlier. As an example use of their program-
ming framework they implement a finite difference relaxation scheme to solve the shallow
water equations on the PlayStation 3 Cell Processor. They compare performance using
their hardware-independent libraries against a hardware-specific implementation.

1.6 Computational Motivation

Much of the motivation to pursue this work comes from successful use of accelerators
outside of the domain of finite volume methods. The GPU and the Cell processor have
been used in a wide variety of contexts to do general purpose computation, many examples
of which are maintained at the website gpgpu.org [1].

One of the more striking demonstrations of the computational potential of accelerator
architectures is the large distributed computing project Folding@Home developed at Stan-
ford University. The project takes advantage of idle computer cycles around the world to
run simulations on a massively parallel scale. At present there are 400 000 active CPUs
running a combined total of 8.3 PFLOPS. Molecular simulations are particularly well
suited to the GPU hardware [16] and of the total 8.3 PFLOPS, close to 8.0 are entirely
contributed by GPUs and PlayStation 3s, despite then only accounting for 12 percent of
the total number of CPUs [35].

Some other applications involving GPUs are medical imaging applications such as mag-
netic resonance imaging [44] as well as computed tomography reconstruction [50]. Commer-
cial interests are pursuing the same ideas: two examples are Acceleware [5] and North Star
Imaging [25]. Molecular dynamics simulations and visualization can both be accelerated
by GPUs [43]. There have also been applications of the GPU to Discontinuous Galerkin
methods [26], n-body simulations [22, [34], and many other astrophysics applications [4].

The Cell processor has been used more extensively in the context of high-performance
computing than the GPU to date. The Cell processor is a very power-efficient architecture
and currently installations using the Cell processor occupy the top seven slots on the Green
500 List [2] of the most power-efficient supercomputers, not to mention the top spot on



the Top 500 List [3] of the most powerful supercomputers. That particular distinction
currently belongs to RoadRunner, a hybrid Cell and AMD Opteron cluster developed at
LANL (Laurence Livermore National Laboratory). Some sample applications are Ray
Tracing [10], Seismic Imaging [6], and Molecular Dynamics [14].

Both GPU and Cell are capable of excellent performance on a wide variety of appli-
cations; this is clear from the many examples in the literature. In the next chapter the
high-resolution finite volume methods on structured grids are introduced. They are highly
suitable for acceleration via GPU and Cell since they have a very high computational
intensity and their structured data layout allows them to be readily parallelized.



Chapter 2

Numerical Method

In this chapter a high-resolution finite volume shock capturing Godunov-type solver for
hyperbolic conservation laws is described [29]. This method is applied to problems in two
spatial dimensions on regular cartesian grids using the method of dimensional splitting (see
section . Solution accuracy is investigated by comparing with two 1D dam break test
cases for the shallow water equations.

High-resolution methods are used in this study since their high number of calculations
per grid cell makes them particularly well suited to high-throughput computational archi-
tectures. These methods are also readily extendible to more complex geometries and to
other hyperbolic systems such as the Euler or MHD equations [29].

2.1 1D Hyperbolic System

Hyperbolic systems of PDEs are characterized by a finite speed of information propagation.
Below a general first order hyperbolic PDE is introduced in 1D, however this definition
may be readily generalized to more dimensions or to account for non-conservative effects
through the addition of source terms to the right hand side of (2.1]).

1D Hyperbolic System

Given a domain [a,b] € R, a state vector function ¢q(x,t) : R x R — R? and a C! flux
function f(q) : R? — RY, with d € N. A general form for a 1D hyperbolic conservation law
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is given by,
Jdq

0
ot + %f(CI) =0. (2.1)

This PDE is hyperbolic provided that the Jacobian matrix A = f’(¢) has d real eigenvalues
and is diagonalizable.

1D Conservation Law

The hyperbolic system ({2.1)) can be integrated over any subinterval [zi,zs] of the 1D
domain and written as,

2

o | @ dr = fla(z1,1)) = flalz,1)). (2.2)

In this form it is clear that the conserved quantity f;f q(z,y)dx can only change due to a
flux difference across the boundaries.

2.2 Finite Volume Formulation

Let the domain be discretized into equal-sized grid cells of width h = z; Ti L, where

+3 7
x; lies at the center of grid cell 7 and =; 11 =T + % are the left and right boundaries. The
discrete cell averaged values are then

1 [*+d
Qi(t) = E/ * q(z,t)dz. (2.3)
The conservation law ((2.2) is then interpreted over one cell volume,

R QD) = Falz, 1) — Fa(zp 1), (2.4

giving an exact relationship between the fluxes across the cell boundaries and the time
derivative of the cell average.
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2.3 Time Evolution

Equation (2.4)) is now integrated over a time step of length k = t,,.1 — t,, giving,

P = Q) == [ Sttt [ e o @)

The average flux through the boundary over time step n is defined as

1 [t
Fiyr = E/ fq(ipy,1))dl. (2.6)
in

This can be used to recast (2.5)) as an equation for the evolution of the solution forwards
in time,

=g -5 (R, - ). .1

2

To evaluate (2.6) the value of ¢ at the boundary is needed over the entire time step.
Godunov’s method assumes a piecewise constant approximation to ¢(x,t,):

G(z,t,) =QF for x€ [%—%:IH%)' (2.8)
This allows (j(xifé, t) for all ¢t € [t,,t,11] to be obtained from the solution of the Riemann
problem between neighbouring states ¢; = @);_1 and ¢, = ;. Solving the Riemann problem

exactly is very computationally expensive so typically approximate Riemann solvers are
used. In this work Roe’s linearized Riemann solver is used [38].

2.4 Roe Solver

The Roe solver computes an all-shock approximation (g(z,t)) to the exact Riemann prob-
lem solution. The nonlinear system ([2.1]) is replaced with an approximate linear system,

~

dq

+ A(ql; QT)% =0, (29)

94

ot
where A is taken to be the Jacobian of the flux function f evaluated at a specific state called
the Roe averaged state [30]. This state is chosen such that the linear system accurately
approximates the nonlinear problem at the interface between states ¢; and ¢,. The full Roe
averaged state is derived for the shallow water equations in [30]. (In what follows, when it
is clear that all variables are taken at the same time step, the superscript n is omitted.)
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Once the Jacobian is determined, the Riemann problem at the cell interface can be
solved in terms of the eigenvectors r? and eigenvalues AP of A. The jump in the cell-
averaged conserved variables across a cell interface is given by the jump vector,

AQ; 1 = Qi — Qi1 (2.10)

This is then written in terms of the eigenvectors, with coefficients denoted by a”:

AQ, 1= af o, (2.11)
2 =5 1—3

p=1

Each component a 17" _i may be interpreted as the contribution of one wave and is

commonly written as the wave vector at an interface,

P _ AP D
Wi_; = 1T 1
2 2 2

(2.12)

To get the flux at the interface, each component of the jump vector is upwinded based on
the value of the eigenvalue. This can be done from either direction, giving two equivalent

update formulas,
d

= (@) =Y _(W)wr,

p=1

K\J\»—'

or (2.13)

= Q11+Z

p=1
where at an interface (A\?)" = max(\,0) and (A\?)” = min(A\?,0). By substituting equa-
tions (2.13) into (2.7) such that the f(Q;) terms cancel, a first-order accurate update
scheme is obtained,

d d
o == (om0 v
p=1

l\')\»—t

=1 (2.14)

=@ -5 <A_AQ¢+% + A+AQ1-_%> .

where ATAQ = Z (AP Earrp.
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2.5 Second Order Corrections

In order to reduce the amount of numerical diffusion introduced into the solution, a better
approximation to the initial data is used. Rather than representing the data as piecewise
constant, a piecewise linear approximation is used,

G(z,t,) =QF + o (x —x;) for z€ [ZL‘Z-_%7:L‘Z»+%), (2.15)

where o7 € R? contains approximations to the slopes in cell i at time ¢,. The improved
approximations to ¢; and g, may be used to define the Riemann problem at a cell interface
more accurately and extend the method to second order. Another option (see [30] pp.
100-105) is to leave the first order solution unchanged and include the linear contributions
separately as a flux correction F which is left undefined for the moment:

QG =@ T (AAQu +ATAQ ) o (Br, ). (2a0)

One common problem with adding second order corrections is that near discontinuities, the
second order correction will introduce spurious oscillations into the approximated solution.
A remedy is to use a flux-limiter to limit the impact of the correction term whenever the
solution is near a discontinuity.

To compose the high-resolution scheme, the second-order scheme (2.16]) is used, with

flux corrections
d

I |>\p| pk Irp
Fiay=> 5 (1=WI5 )Wy, (2.17)

p=1

where Wf_ 1 is a limited version of the wave vector W ;. This is a generalization of the

2 2
Lax-Wendroff flux function for linear systems (see [30] pp. 100-101, 118-121). Given a
limiter ¢ and 07 , a measure of the local smoothness of the solution, the limited wave
2

vectors are

Wip,l = ¢(9f,1>mfip,p (2'18)
2 2 2
where the smoothness measure 6 is defined as
wrh, Wy,
A R—— (2.19)

with,

—1 if W
1=4" iAT=0 (2.20)
1+1 if AP <O
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There is a significant amount of theory involved in choosing and applying limiters
that is beyond the scope of this brief descriptive treatment. The interested reader is
recommended to read pp. 106-121 of [30]. The above described method of limiting fluxes
along the different wave vector directions separately is called the wave-limiter approach.
In this work the limiter used is the superbee limiter:

¢(0) = max(0, min(1, 26), min(2,9)). (2.21)

This concludes this brief treatment of the wave-limiter high-resolution Godunov-type
finite-volume methods. The interested reader is encouraged to consult the works of Leveque
[29, B0] for a more thorough treatment of the topic. The rest of this chapter introduces
the shallow water equations and the method of dimensional splitting for extending the 1D
methods to 2D Cartesian meshes.

2.6 Shallow Water Equations

The shallow water equations in the absence of viscosity or source terms form a hyperbolic
conservation law system of three equations:

h hu hv 0
% hu| + Gg hu? + % + ag huv = (0], (2.22)
hv t huv Y 1 h? + g—gz 0

Here h is the height of the fluid, u and v are the fluid velocities and g is the gravitational
constant (for a derivation, see Kundu [28] or Leveque [30]). The equations are most
commonly interpreted as a height-averaged simplification to the Euler equations suitable
for situations where the height scale is small compared to the length scale. In the rest of
this thesis the value of the gravitational constant is taken to be one (g = 1).

2.7 2D Finite Volume Discretization

A rectangular 2D grid with grid spacings Ax and Ay is used to discretize the system. The
finite volume method is now formulated in terms of average values over grid cells (4, j) with

areas
1
o= ) 2.2
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2.8 Dimensional Splitting

The 1D high-resolution method may be used to solve the 2D problem by using dimensional
splitting. The 2D problem is split into two 1D problems which are solved in an alternating
fashion. Consider the 2D hyperbolic system,

0 0 0

—q+ —flq) + a (9)

50+ 5 =0, (2.24)

where f and g are the fluxes in the  and y directions. Instead of solving this problem
directly, the equation may be approximated by instead discretizing two 1D subproblems:

0 0

ETA + _(9a:f(q) =0, (2.25)
0 0

- _- =0. 2.2
7" 9 (@) =0 (2.26)

The approximate solution is then evolved forwards in time by alternately applying the 1D

update formula (2.7) to (2.25) and ({2.26)),

* n k n n
sz = (FH%J —F ) )

i A
i T wij Ay ij+3 ij—% )"

There is an associated splitting error that is formally first order but in practice is normally
second order (see [30] pp. 388). The main benefit to this approach is its simplicity, it
allows the 1D second-order methods to be applied directly to obtain second-order results
in 2D. No derivatives transverse to the grid cell alignment need to be explicitly calculated,
nor does a two-stage time integration scheme need to be used.

2.9 Boundary Conditions

Boundary conditions are implemented by using two imaginary layers of ghost cells outside
of the physical domain. This allows boundary cells to be treated the same as other grid
cells and allows for a number of different types of boundary conditions to be implemented.
More details about implementing different types of boundary conditions may be found in
[29]. In the numerical tests below, ideal wall boundary conditions are employed.
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2.10 Accuracy Tests

The high-resolution methods are applied to two test problems to demonstrate the accuracy
of the method and implementation. Both problems are dam break problems involving an
initial discontinuity in the height of the fluid. The first is a 1D dam break problem and
the second is a radially symmetric dam break problem.

2.10.1 1D Dam Break Problem

The test case is the Riemann problem with initial data

1.0 if <0
hz,0) = , 0)=0. 9.98
(z,0) {0.5 i 2>0 u(@,0) (2.28)

This results in a shock wave travelling to the right and a rarefaction wave travelling to
the left which may be computed in closed form [46]. Figure shows a 1D slice of the
computed results on a 50 x 50 grid. Both the first-order accurate update method and the
high-resolution second-order scheme are plotted against the analytic solution. The grid
is aligned to the x and y axes but the initial discontinuity is placed along the line from
(1,—1) to (—1,1). The results are thus computed at a diagonal to the Cartesian mesh,
demonstrating that the dimensional splitting does not introduce excessive diffusion.

Figure [2.2| contains close-ups of the shock and the rarefaction wave at time 0.25s. The
plots show that as the grid is refined the numerical results approach the exact solution.

2.10.2 Radial Dam Break Problem

A cylindrical dam break flow with radial symmetry is produced by the initial data,

2.0 if 2 2 25
h(m,y,m:{ footy <0

1.0 if 22492 >025 (2.29)
u(z,y,0) =v(x,y,0) = 0.

Figure [2.3| shows a time series of scatter plots of the second-order accurate numerical

solution on a 100 x 100 grid compared to a high-resolution 200000 point 1D simulation

with radial symmetry. Even with relatively few points the method closely follows the
higher resolution simulation and no grid alignment effects are visible.
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Figure 2.1: 1D Dam Break Problem: The initial discontinuity separates into a right
moving shock wave and a leftward travelling rarefaction wave. The black line is the analytic
solution, light gray solid line is the second order method, and the black dashed line is the
first order method. The additional smearing of the first order method is clearly visible
near the shock discontinuity.
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Figure 2.2: 1D Dam Break Problem: These plots demonstrate the grid convergence
properties of the second-order method on a discontinuous shock solution. They are close-
ups at t = 0.25 for the flow of Figure[2.T] The analytic solution is the sharpest discontinuity,
and the increasingly accurate numerical approximations are from simulations with 100, 200,
400, 800, and 1600 grid cells respectively.
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Figure 2.3: Radial Dam Break Problem: Scatter plot of eight slices compared with a
high-resolution 1D radially symmetric solution. Slices of the 2D simulation are taken from
(0,0) out to a radius of 2.5 along angular slices with increments of /4.
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2.11 Benchmark Tests

2.11.1 Single Processor Test Case

For performance comparisons the initial condition used is a linearly increasing height across
the entire 2D domain with zero initial velocity,

1l (z—2_ y—y_
== 1
h(x7y70> 2 ( Lx + Ly ) + )

u(z,y,0) = v(z,y,0) =0,

(2.30)

where z_ is the western boundary, y_ is the southern boundary, and L, and L, are the
lengths of the x and y sides respectively.

The length of the domain will vary somewhat but is specified in the caption accompa-
nying each set of results. The standard grid size used is a 1000 x 1000 grid on the domain
[—10, 10] x [—10, 10] with a fixed time step At = 3e — 4.

2.11.2 MPI Cluster Test Case

In the case of MPI cluster results, the test case used is the radial dam break problem of
section [2.10.2{ with a grid size of 10000 x 10000 and the domain is [—1,1] x [—1, 1] with a
time step size of At = le — 5.

2.12 Summary

In this chapter a Godunov-type shock preserving high-resolution finite volume method due
to Leveque [30] was introduced and extended to 2D by using the method of dimensional
splitting [30]. Numerical results were verified against analytic and high-resolution 1D
results for the shallow water equations. In the next chapters the implementation of this
method for x86 CPU, GPU, and Cell are discussed.
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Chapter 3

x86 CPU Implementation

In this chapter the high-resolution finite volume method described in chapter [2| is imple-
mented for multi-core CPUs. Modern CPUs offer a significant amount of parallelism to the
developer. Getting good performance out of a CPU involves using SIMD vector floating
point units, enabling multi-threading and applying data access patterns that use cache
memory efficiently.

Two layers of parallel optimizations are described in this chapter. MPI process level
parallelism for distributed memory systems and thread level parallelism for shared memory
architectures.

3.1 Multi-Core CPU

Microprocessor design has in the past focused on increasing clock frequency and exploit-
ing instruction level parallelism as a means of improving processor performance. Further
improvements in these areas are difficult due to the Power wall and ILP wall [41], 24).
These difficulties have led manufacturers to pursue thread and vector level parallelism
through multi-core designs and increased use of on-chip floating point vector processing

units (Figure [3.1]), respectively.

A thread, or serial thread of execution is a set of tasks running sequentially. Typically
a computer program will have several different threads executing tasks in parallel. In the
context of scientific computing threads are an efficient way to divide workloads among
different cores on a shared memory machine.
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Figure 3.1: A schematic diagram of a generic dual-core microprocessor. Visible in the
diagram are two levels of cache and the SIMD floating point units.

CPUs also have SIMD vector processing units to accelerate calculations. A CPU typ-
ically has a 128 bit wide SIMD vector unit capable of performing four single precision
calculations or two double precision calculations at the same time. These units may be
accessed manually through the use of the SSE (Streaming SIMD Extensions) assembly
instruction set. More typically one simply compiles with a high optimization setting and
allows the compiler to vectorize the code.

As the available on-chip parallelism increases, memory bandwidth and latency issues
can easily become a limiting factor. Memory bandwidth and latency improvements lag
behind those made in floating point calculation performance [24]. Since latency to main
memory is orders of magnitude slower than the cost of doing calculations, it is important
to be able to hide this latency behind other operations. In a CPU this is done through the
use of one or more large on-chip memory caches. Automatic pre-fetching algorithms are
used to bring data into the cache before it is needed for calculation. Performance penalties
are experienced whenever pre-fetching fails and calculations must wait for accesses to main
memory.

3.1.1 SHARCNET CPU Cluster

All of the CPU code performance results to be presented in this thesis are performed
on SHARCNET’s ‘angel’ cluster. It is SHARCNET’s GPU development cluster, but for
performance testing one can just as easily run CPU codes without enabling the GPUs, (the
GPU aspect is discussed later in Chapter [4]). The cluster has the following specifications:
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Figure 3.2: The computational domain is a regular 2D grid of data with grid spacings Az
and Ay. When updating a grid cell, information is needed from two neighbouring cells in
each direction.

e 22 dual-socket servers, with 2 quad-core Xeon, E5430 @ 2.66GHz on each server.
e 16 GB Memory per server.

e DDR Infiniband (16 GB/s) interconnect between CPU nodes.

3.2 Serial Implementation

The computational domain consists of a structured 2D grid (Figure[3.2a)). As the simulation
evolves forwards in time, each grid cell must be updated to the next time step based on the
values in neighbouring cells. The second order numerical scheme requires data from the
two nearest neighbours in each direction, as illustrated in the data stencil in Figure [3.2D]
In the dimensional splitting approach (see section , the grid cell updates are done in
two passes. First the updates based on intercell fluxes in the x direction are performed,
and then these updated values are used to perform the y updates. This results in a basic
program structure of two inner loops over all of the grid cells. Since cell updates may be
executed in any order this is where all parallel optimizations are applied.
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Figure 3.3: In order to minimize cache conflicts, threads are assigned grid cells in a striped
tiling pattern. In the diagram each of the 4 threads is assigned one tile of the array.

3.3 Single Server Optimization

3.3.1 Threaded Implementation

The implementation is parallelized for shared memory architectures by making use of
pthreads. The workload is divided evenly between threads by splitting up the computa-
tional domain. An alternative approach to parallelizing for shared memory machines is
to use OpenMP directives. In this work pthreads are used instead for portability rea-
sons, since in both the Cell Processor and GPU implementations pthreads are necessary
to control separate processes.

Memory issues can arise when multiple cores need to read and write data to the same
cache-line. Behaviour in this case depends on the architecture but will always result in
poorer performance. In order to minimize cache conflicts, threads are given their own copy
of all constants to be used in the calculation and the domain is divided among the threads
by tile (Figure . This decomposition creates a thread dependency when updating in
the y direction but not in the x direction. This is because the neighbouring x values are
not overwritten by different threads but y neighbours are. The consequence of this is that
when updating in the x direction the updated value may be saved directly back to the
array, whereas in the y direction the residual is saved to another array and then added
back to the result after all threads are finished computing the y residuals.

25



3.3.2 SSE SIMD Implementation

SSE instructions and other lower level optimizations are enabled through automatic com-
piler optimizations (including -O3). A hand-tuned application could improve cache and
vectorization performance, but this has not been pursued. The effects of the compiler
optimization as well as multi-threading on performance are summarized in table [3.1] For
this application the SSE vectorization is not enabled automatically due to a non-standard
choice of loop structure, however in the future this will be improved.

Single Precision Double Precision
Kernel | time (s) | Speed-Up (x) | time (s) | Speed-Up (x)
icc O0 814.60 0.43 | 837.77 0.51
icc O3 353.93 1.00 | 425.26 1.00
2 Cores 175.44 2.02 208.32 2.04
4 Cores 85.80 4.12 | 106.87 3.98
8 Cores 43.52 8.13 58.15 7.31

Table 3.1: Performance benefit of multi-threading and compiler optimizations on one Xeon
processor for up to 4 cores. The 8 core version is running on one dual-socket server with
two Xeon processors. The base speed (1.0x) is taken to be the compiler optimized version
of the code, this is used throughout this work as a base reference point to which everything
else is compared. The multi-threading scales almost linearly with a fixed problem size.

3.4 MPI Implementation

The serial code is parallelized at a coarse level by dividing the 2D grid of data into subgrids
as shown in Figure [3.4al Data is assigned to the MPI nodes in a grid layout with each node
getting a rectangular subdomain of data. Since the subdomains are equally sized, each node
has four neighbouring nodes with which it must communicate. MPI communications are
done after each time step, sending updated grid cell data to the neighbouring nodes. The
amount of data that is sent depends on the numerical scheme being used. In the case of
the nine point stencil each grid cell requires information from the two nearest cells in each
direction. When the neighbouring cells lie across inter-node boundaries, the two nodes
must exchange two rows or columns of updated grid cell data (Figure .

In order to make the MPI implementation portable across different architectures, the
MPI exchanges are done entirely in separate exchange buffers. Each MPI exchange consists
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of three distinct stages: packing, sending/receiving, and unpacking (Figure . In the
packing stage neighbour data is copied from the computational grid into MPI send buffers.
The sending/receiving stage is when the MPI data transfer calls take place, sending data
across the network between nodes. Then in the final stage the data is copied back from the
buffers to the computational grid. By copying data to buffers, rather than applying MPI
calls directly to the grid data, the data structure of the grid is decoupled from the MPI
implementation. This allows the underlying data structure to change without affecting the
communication protocols.

In table the scaling of the CPU code across multiple MPI nodes is investigated.

Single Precision Double Precision
N | time (s) | scaling (x) | time(s) | scaling (x)
1 4096 1.00 4609 1.00
2 1995 2.05 2314 1.99
4 991.8 4.12 1139 4.04
8 483.9 8.46 566.1 8.14
16 302.8 13.53 302.8 13.46

Table 3.2: MPI performance results on the benchmark system. The benchmark system has
dual socket Xeon processors, so each MPI node consists of eight cores. The test case is the
radial dam break problem, executed for 1000 time steps at 10000x 10000 grid resolution
(section . This is a constant total problem size and as the problem size shrinks its
clear that performance suffers and gives less than linear scaling.

3.5 Summary

In this chapter the CPU implementation to be used as a reference implementation was
introduced and it was parallelized to take advantage of multi-core parallelism and parallel
cluster level parallelism. In the next chapter the solver is implemented for the GPU
accelerator architecture.
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Figure 3.4: The global domain is partitioned into equally sized subdomains. Each subdo-
main is stored at a separate node. The updated grid cell values are passed along to each
grid neighbour, as shown by the arrows in the diagram. The corner values are not used in

the cell update scheme.
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Figure 3.5: To enable portability across architectures, MPI exchanges are encapsulated in
their own data structure. Each architecture-specific implementation has a packing scheme
unique to its data layout but the communication is uniform.
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Chapter 4

GPU Implementation

The GPU (Graphics Processing Unit) is a specialized microprocessor, optimized for high
floating point throughput and high memory bandwidth applications. Though originally
specialized for graphics applications, researchers have attempted to adapt this computa-
tional power to scientific applications since the beginning of GPU development. Historically
the inflexible hardware, low floating point precision and confusing graphics-specific APIs
have been major limitations. Nvidia’s Tesla GPU architecture (section and CUDA
(Compute Unified Device Architecture) programming model (section attempt to ad-
dress these issues and bring GPGPU (General Purpose GPU) computing to a broader
audience. The CUDA model is used to map the finite volume hyperbolic solver to the
Nvidia GPU hardware (section [4.3)). The solver is then placed into the MPI framework
described in Chapter |3| and performance is investigated on a Tesla GPU Cluster.

4.1 Nvidia Tesla GPU

The Nvidia Tesla architecture is a streaming multiprocessor design that uses hundreds of
cores and thousands of threads at a time. The GPU is attached to a host CPU system
via the PCI Express Bridge as an add-on component. The massive parallelism comes
from hundreds of identical scalar processors (SP) that work together in a SIMT (Single
Instruction Multiple Thread) format. The efficiency of the system is due to the organization
of the SPs in a hierarchical structure. The SPs are grouped into blocks of eight, called
streaming multiprocessors (SMP). The SMPs are organized into pairs and threads are
assigned and scheduled in batches of 32 at a time, called a warp.
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In practice many more threads are allocated than there are scalar processors. Thus
there is always a pool of threads waiting, so that when a warp must wait on memory or
instruction latency, a new warp is selected from the pool of waiting threads. This context
switching is performed in hardware without penalty and provides an effective mechanism
for hiding memory latency.

Another strength of the Tesla architecture for scientific computing is that each SMP
also has two special function units for processing transcendental functions (e.g. cos, sin,
exp, sqrt, rsqrt). The different components are illustrated schematically in Figure .
Additional details of the hardware will be further elaborated in the context of the CUDA
programming model (section .

4.1.1 SHARCNET GPU Systems

Two SHARCNET GPU systems are used to profile performance. The first is SHARCNET’s
‘tope’ GPU development system:

e Two quad-core Xeons, @ 2.0GHz.
e 32 GB system RAM.

e (1060 tesla GPU Computing System, with 4 Tesla C870 GPUs with 1.6 GB device
memory per GPU.

This system has a desktop/workstation type of set-up and uses the older Tesla C870 GPU
hardware.

The second GPU system used is SHARCNET’s ‘angel’ GPU cluster (already introduced

in section [3.1.1)).

e 22 dual-socket servers, with 2 quad-core Xeons, E5430 @ 2.66GHz, on each server.

e 16 GB Memory per server.

11 Nvidia S1070 GPU computing systems, each with 4 Tesla T10 GPUs with 4 GB
device memory per GPU.

DDR Infiniband (16 GB/s) interconnect between CPU nodes.

GPUs attached via PCI Express 2.0 Bridge, 1 GPU per Xeon processor.
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Figure 4.1: Overview of the Tesla Architecture. Illustrated are 14 SMPs and a close-up of
an SMP showing the scalar processors (SP) and the special function units (SFU), this is
the older generation Tesla C870 GPU without the double precsion units. Image reproduced

from [32].

In this parallel set-up, the MPI level communication takes place between CPU nodes and
the communication between the GPU and CPU takes place via a threaded local implemen-
tation.

4.2 CUDA Programming Model

CUDA provides extensions to the C language which allow developers to map data-parallel
computations onto Nvidia GPUs. It accomplishes this through a system of layered hier-
archies of thread-level parallelism. This system allows developers to write a single serially
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executing compute kernel and execute it on the GPU in parallel on hundreds or thousands
of threads.

In the CUDA programming model, code and memory are divided between a host CPU
and the GPU device. The host CPU runs the main application and offloads certain tasks
to the device by calling a kernel function.

4.2.1 Kernel

A kernel is defined almost identically to a typical C function. The difference occurs at
runtime, when the kernel is executed: rather than being executed once on the host, it is
instead executed concurrently on many threads on the GPU device. Listing [1f shows a
simple kernel definition and how it would be called from the host code.

Listing 1 Definition of a simple vector multiplication kernel and the correct calling syntax.
The keyword __global__ labels a function as a kernel function, kernels must always return
void. The syntax <<< 1, N >>> is used to define the number of thread blocks, 1, and
the number of threads within a thread block, N.

__global__ void mult_kernel(float % a,float x b, float * ¢)

{

int i = threadldx.x;
cli] = bli]xa[i];
}

//In Host code, calling mult_kernel with N threads in 1 thread block
mult_kernel <<<lN>>>(a, b, c¢)

4.2.2 Thread Blocks

Threads are grouped together into thread blocks consisting of up to 512 threads. During
kernel execution each thread block is assigned to one pair of SMPs. Each thread within
a thread block gets a unique three-dimensional id number that can be accessed inside of
the kernel function, threadIdx.x, threadIdx.y, and threadIdx.z. These variables are
automatically passed to every kernel as an argument and can be directly accessed inside
of the kernel definition as in Listing
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Figure 4.2: A 3 x 2 grid of 4 x 3 thread blocks. This starts a total of 72 concurrent threads.
Note that 12 is a fictional thread block size: the thread block size should be chosen to be
a multiple of the warpsize, 32. Reproduced from the Nvidia CUDA Programming Manual

[33].

4.2.3 Thread Block Organization

In Figure [4.2] a grid of thread blocks is illustrated, thread blocks are organized into grids
because it provides a simple way of identifying each thread uniquely via its thread ID and
its block ID number: blockIdx.x and blockIdx.y (Figure[4.2). This is suitable for 1D or
2D grid type data which is a very common GPU workload.

4.2.4 Memory

The CUDA model contains several different memory spaces. The two most frequently
used are the host memory (system RAM) on the CPU and the device memory (global
memory) which resides on the GPU device as its own separate discrete store of DRAM.
The GPU has its own memory in order to limit the amount of data that must travel
between device and host.
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Device memory is accessible to threads executing on the device, but host memory is
not accessible to them. Data must be transferred explicitly from host memory to GPU
memory prior to kernel execution by using memory copy instructions called in the host
application (see Listing [2)).

Memory Hierarchy

In addition to the global memory space on the device, there are several other smaller but
lower latency memory spaces which are important to getting good performance (Figure

13).

e Texture Memory: Read-only memory space visible to all threads and optimized for
texture fetches (memory operations optimized for bitmap textures). It uses a different
API than normal memory accesses, but if used effectively may yield performance
improvements.

e Constant Memory: Read-only memory space that is visible to all threads.

e Shared Memory: Read/Write memory space that is visible to all threads in a
thread block. Allows threads in a thread block to share data and synchronize.

e Local Memory: Memory space used if there are not enough registers, allocated out
of global memory so it is very high latency.

In addition to using these memory spaces to reduce latency, a developer should also ensure
that any accesses to device memory are coalesced.

Memory Coalescing

Memory operations are coalesced on a half-warp (16 threads) basis. Since the exact
coalescing rules are updated continuously with the hardware [33], only the most inflexible
prescription for memory coalescing is introduced. When accessing global memory, if all
16 threads access memory at sequential addresses separated by 32, 64, or 128 bits and
the initial address is aligned to a 32, 64 or 128 byte boundary, then only 1 or 2 memory
operations will be performed for all of the data (Figure [4.4]). If the memory operations are
not coalesced, then 16 separate individual memory operations are performed. This is of
particular importance since coalesced memory operations are between 2 and 10 times faster
than uncoalesced ones [33]. The more recent the hardware, the more flexible these rules
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Figure 4.3: A view of a streaming multiprocessor with M streaming processors. Visible
in the diagram are the shared, constant, texture, and device memory spaces. The former
three are on-chip and low-latency, while device memory is off-chip and high-latency. Image
reproduced from the Nvidia CUDA programming guide [33]
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are but in general, nearby threads should access nearby, aligned data when possible (the
full listing of current coalescing requirements is given in the CUDA programming guide

4.2.5 Synchronization
Synchronization may be achieved efficiently within a thread block through the use of bar-

riers. Thread blocks may synchronize through the use of atomic memory operations or
through multiple kernel calls (for more information consult the programming guide [33]).

Listing 2 This code shows the data pointed to by A in host memory being transferred
to the address Ad in device memory before being used as input to the kernel function.
After kernel execution the data is transferred back to the host memory. The cudaMalloc,
cudaFree, and cudaMemcpy operations are the same as their C cousins except that they
deal with addresses in device memory.

int main(int argc, char % argv([])
{
int N = 128:
float A_host[N];
init_array_vals(A);
float x Ad;
cudaMalloc ((void*x)&Ad, sizeof (float )«N);
cudaMemcpy (Ad, A _host , sizeof (float )*N,
cudaMemcpyHostToDevice ) ;
kernel A <<<1N>>>(A);
cudaMemcpy ( A_host ,Ad, sizeof (float )N,
cudaMemcpyDeviceToHost ) ;
print_result (A);
cudaFree (Ad);

4.2.6 CUDA Programming Model Summary

This section introduced the CUDA programming model and how its data-parallel program-
ming framework maps onto the hardware. The hierarchy of memory spaces, in particular
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Left: coalesced £loat memory access, resulting in a single memory transaction.
Right: coalesced £loat memaory access (divergent warp), resulting in a single memaory transaction.

Figure 4.4: In this diagram from the CUDA programming guide [33], memory operations
will be coalesced since each thread accesses a neighbouring 32-bit value and the first thread
accesses an address aligned to a 128-byte boundary.
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shared, constant, and device memory are all used in the next section to write efficient
CUDA code. While the CUDA model is successful as an abstraction for writing highly
parallel algorithms, writing high performance CUDA code depends on optimizing many
hardware specific factors.

4.3 Mapping the Hyperbolic Equation Solver to the
CUDA Programming Model

Three different aspects of the implementation are investigated: the layout of data in mem-
ory, the implementation of the kernel, and extensions to using multiple GPUs.

4.3.1 Memory Layout

Kernels operate only on data in device memory so it is important to implement a data
stucture such that the time spent communicating between host and device is minimized.
Two memory layouts are implemented, the first is generic and suitable for all GPU devices,
while the second may only be used when the entire problem fits into device memory.

Host-Centric

Listing |3 illustrates the host centric implementation. Based on the size of the available de-
vice memory, the computational grid is partitioned into tiles. Computations are performed
by first sending a tile to the GPU, executing the kernel, and then sending the tile back to
host memory. This kernel is suitable for all CUDA devices but suffers poor performance
since no attempt is made to hide the communication time between host and device. This
is the least invasive method of making use of the GPU as the underlying data structure
remains unchanged.

One potential improvement that has not been implemented is that the data transfers
between host and device may be pipelined with computation in a double buffered approach.
On newer CUDA enabled GPUs memory transfer may take place at the same time as kernel
execution, allowing data-transfer time to be hidden behind computation. For very large
problem sizes for which the GPU centric approach is unsuitable this is likely the best
approach.
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GPU-Centric

The GPU often has large amounts of device memory and provided the entire dataset fits
into device memory there is no reason to transfer data back to the host at every time
step (Figure . Data is sent back to the host only when saving to disk, or in the
multi-GPU and MPI versions, when performing ghost cell communications (Section .
This implementation eliminates almost all communication time (Table of the host-
centric implementation. In practice the memory restriction of fitting the dataset into GPU
memory is not a major issue as typically the amount of host memory is roughly equalized
with the amount of GPU memory.

Listing 3 Host-Centric Kernel Call

cudaMemcpy ( Q_device , Q_host , Q_size ,cudaMemcpyHostToDevice ) ;
update_kernel <<<dim_Grid ,dim_Block>>>(call _params , Q_device ,Q_dev_out );
cudaMemcpy ( Q_host , Q_dev_out , Q_size ,cudaMemcpyDeviceToHost ) ;

Host/GPU Centric | Comm Time (s) | Compute Time (s)
Host-Centric 21.08 24.91
GPU-Centric 0.11 24.83

Table 4.1: These results are obtained on a 1000x1000 grid using the initial conditions
of section , on an Nvidia Tesla C870 (Section using the host-centric, and
GPU-centric memory layouts. Since the entire problem fits into device memory, the com-
munication overhead time is eliminated in the GPU-centric version. The Kernel used in
this case is the kernel with constant memory enabled (discussed in section

4.3.2 Kernel Implementations

The kernel implementation must take into account hardware constraints in order to obtain
good performance. The current GPU implementations perform double the work of the
CPU or Cell version, since every grid cell computes the fluxes through all four of its
boundaries, which means that interior fluxes are computed twice. In future versions the
additional computations can likely be eliminated or at least reduced. The performance of
the different kernels is compared in table [4.2]
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Naive

The naive version of the kernel is a copy of the CPU compute kernel with minimal al-
terations. The loop over all of the grid cells is replaced by a kernel call with one thread
spawned for every grid cell. The compute kernel performs the x update, y-update, and
then saves the updated cell value into an output grid. This means that the flux calculations
are duplicated at every grid cell interface.

Eliminate Local Memory Usage

The first optimization is to eliminate any use of the local memory space. In the case of the
naive kernel, some excess variables that should be stored in registers are spilling into the
slow local memory space. By eliminating unnecessary variables, the memory requirements
may be reduced and the kernel variables fit into the registers.

Constant Memory

Constants that are used frequently are stored in the faster constant memory space rather
than in the device memory space.

Split Kernel

The single kernel that updates an entire grid cell is broken into two separate kernels, one
for x updates and one for y updates. This reduces the number of registers needed per
thread and since each SMP has a fixed number of registers, it allows more threads to be
scheduled per SMP. Having more threads per SMP means a larger pool of waiting threads
and that more memory latency can be concealed through context-switching.

Coalescing Loads and Stores

All device memory loads and stores are aligned to appropriate byte boundaries and shared
memory space is used to shift data if unaligned data is needed.
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Increase Data Reuse

Each thread is given two grid cells to update instead of one, decreasing the number of
threads launched but reducing the total number of memory transactions performed. Addi-
tionally data is transposed prior to updating so that all grid cells are always aligned to the
correct byte boundaries. See table for performance results using these optimizations.

Reduce Work

As mentioned earlier, the GPU version is performing double the work of the CPU or Cell
versions. By changing the thread IDs to reference cell interfaces instead of grid cells, all of
the duplicate work could be eliminated. This would increase the memory footprint of the
algorithm as interface fluxes would need to be saved, and it would increase the number of
kernel calls, but would likely provide a considerable performance boost.

Tesla C870
Kernel time (s) | Speed-Up (x)
One Core Xeon 353.93 1.00
Naive 209.86 1.68
No Local Memory 27.13 13.05
Constant Memory 24.83 14.25
Split Kernel 12.11 29.23
Coalesce 11.31 31.29
Reuse Data 7.52 47.06

Table 4.2: Single precision performance improvements achieved on the Tesla C870 GPU
(Section . The results are compared against performance on one Xeon core (system
specifications given in Section . The most highly-optimized version gives a speed-up
of just over 47x relative to the Xeon execution time and almost 30x relative to a naive
GPU implementation.

4.3.3 Multiple GPUs
Multiple GPUs attached to the same host CPU may be used by starting separate pthreads

and associating GPU contexts to them. A GPU may be assigned to a single thread or can
be shared among several threads. In the host-centric memory layout there are no changes
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necessary when moving to multiple GPUs. In the GPU-centric implementation updated
cell information must be communicated between the device memories of the GPUs. In
current GPUs there is no support for data transfers directly between devices so the host is
used as an intermediary. Updated ghost cell data is passed to buffers in host memory and
then to ghost cells on the neighbouring GPU. Performance when using one or two GPUs
on the same machine is investigated in table [4.3

Tesla C870 Tesla T10
Num GPUs | time (s) | Speed-Up (x) | time (s) | Speed-Up (x)
1 47.90 1.00 15.18 3.15
2 25.00 1.96 8.29 5.78

Table 4.3: Two Tesla T10 GPUs (system specs in Section are compared to two Tesla
C870 GPUs (system specs in Section [4.1.1)). The test problem domain is a 1000x2000
grid for 1000 time steps with initial conditions from Section [2.11.1] The kernel used is the
constant memory kernel from Section [4.3.2] The T10 is clearly much faster than the C870
and both of them show approximately linear scaling when moving from one GPU to two.

4.4 MPI Implementation

The CUDA-enabled code may be fit into the MPI communication framework described
in Chapter [3] If the host-centric implementation is used then no changes are necessary
since the memory layout remains unchanged. In the-GPU centric scheme it is necessary to
ship data from the device memory into buffers in host memory and back, before and after
performing the MPI communication phase.

4.4.1 MPI Packing (GPU-Centric Scheme)

Depending on whether the boundary is a row or a column, two different packing schemes
are employed. This is because all data is stored in row-major format, transferring a row
may be done by directly pulling each row from the GPU into the MPI send buffers. For
a column, since CUDA does not support strided data transfers, the columns must be
first extracted from the grid and placed into contiguous blocks in device memory prior to
being transferred to the MPI send buffers in host memory. When receiving data, the same
procedure operates in reverse, unpacking the MPI receive buffers and then putting them
into position in device memory.

42



GPU 1

GPU O
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Figure 4.5: Visualization of the GPU centric data layout, the entire array is divided into
equally sized blocks divided along rows. The blocks are stored on separate GPUs, only the
boundary ghost cells are communicated back to the host and the other GPU at each time
step.
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4.4.2 MPI Scaling Results

The results of running the code on increasingly many Tesla GPUs is shown in Table
compared with performance on the same cluster without making use of the GPUs. The
GPUs used in the scaling are the more powerful Tesla T10 GPUs and not the Tesla C870s
used in the optimization table 1.2 Double precision results are not yet available, but the
Tesla T10 GPUs support double precision at roughly an eighth the performance level of
single precision.

2x Xeon 2x Tesla T10
N | time (s) | scaling (x) | time(s) | speed-up (x)
1 4096 1.00 | 197.2 20.79
2 1995 2.05 103.2 19.33
4 991.8 4.12 53.29 18.61
8 483.9 8.46 29.19 16.58
16 302.8 13.53 17.22 17.58

Table 4.4: MPI Scaling results for the GPU and Xeon systems in single precision. The
problem is simulated on a 10000x 10000 grid for 1000 time steps, with initial conditions of
Section This table compares the Nvidia Tesla T10 GPU to the Intel Xeon E5430 on
a chip-by-chip basis. Each MPI node represents 2 quad-core Xeon processors and 2 Tesla
GPUs, giving a comparison of 4 Xeon cores to 1 GPU. Speed-up is obtained by dividing
the Xeon time for N nodes by the Tesla time for N nodes. Both the Tesla and the Xeon
lose performance in the N = 16 case due to the small problem size, as seen by the poor
scaling. Since the Xeon nodes are the host CPUs, these results are a direct representation
of the improvement attainable by attaching GPU acceleration to nodes in a cluster.

4.5 Summary

In this Chapter an overview of Nvidia’s Tesla GPU hardware and CUDA programming
model was given. This data-parallel programming model was used to map the cell update
kernel to the GPU hardware. In doing so it was demonstrated that knowledge of the
hardware is important when trying to optimize for better performance. In the next section
the Cell processor will be introduced and the solver will be mapped to its heterogeneous
multi-core architecture.

44



Chapter 5

Cell Implementation

The Cell Broadband Engine Architecture (CBEA) developed jointly by IBM, Sony, and
Toshiba is a microprocessor design focussed on maximizing computational throughput and
memory bandwidth while minimizing power consumption. The first implementation of
the CBEA is the Cell processor and it has already been used successfully in several large
scale scientific clusters [2, 3], notably Los Alamos National Laboratory’s Petaflop scale
system Roadrunner [9]. Encouraged by these successes the Cell processor is explored as an
accelerator for finite volume simulation of hyperbolic equations.

The strengths and challenges of the Cell architecture derive from its unconventional
heterogeneous multi-core architecture which is introduced in more detail in Section [5.1}
Developing software that can meet the challenges and exploit the strength of the Cell for
floating point throughput is addressed in general in Section and for the shallow water
solver in particular in section [5.3]

The last stage of development is to incorporate a level of MPI process level parallelism
on top of the optimized solver. This is discussed in Section and allows the implementa-
tion to be run on SHARCNET’s Cell development cluster (see Section . Scaling and
performance at the MPI level is compared with performance of the reference CPU code on
the Xeon cluster (see Section used as a benchmark system.

5.1 Hardware Overview

The Cell processor achieves a high floating-point-throughput-to-power ratio by using a het-
erogeneous multi-core architecture. The Cell design may be thought of a as a network on
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a chip with different cores specialized for different computational tasks (Figure . Since
the Cell is designed for high computational throughput applications, eight of its nine pro-
cessor cores are vector processors, called Synergistic Processing Elements (SPE). The other
core is a more conventional PPC 970 CPU, called the Power Processing Element (PPE).
It runs the operating system and is suitable for general purpose computing. However, in
practice its main task is to coordinate the activities of the SPEs.

Communication on the chip is carried out through the Element Interconnect Bus (EIB)
(Figure[p.1)). It has a high bandwidth (204.8 GB/s) and connects the PPE, SPEs, and main
memory through a four channel ring topology, with two channels going in each direction.
For main memory the Cell uses Rambus XDR DRAM memory which delivers 25.6 GB/s
maximum bandwidth on two 32 bit channels of 12.8 GB/s each.

5.1.1 Power Processing Element (PPE)

The PPE is a 64-bit processor with a 512KB L2 cache that uses IBM’s POWER PC (PPC)
instruction set. It may run any typical computer application using the PPC instruction
set and operate as a general-purpose CPU. However, this is not a particularly effective use
of the Cell’s computational resources and in most Cell-specific applications the role of the
PPE is limited to the coordination of the SPEs. For more in-depth detail about the PPE,
the interested reader may refer to Scarpino’s textbook [40] or IBM’s whitepaper [36].

5.1.2 Synergistic Processing Element (SPE)

The SPE has a Synergistic Processing Unit (SPU), which is a 3.2GHz SIMD processor that
operates on 128-bit wide vectors which it stores in its 128 128-bit registers. The SPU is a
dual issuing processor, and, provided the 2 instructions satisfy certain constraints, it can
issue 2 instructions per cycle. For instance it can issue a load operation at the same time
as a multiplication instruction.

Each SPE has 256 KB of on-chip memory called the Local Store (LS). The SPU draws
on the LS for both its instructions and data. If data is not in the LS, it has no automatic
mechanism to look for it in main memory. All data transfers between the LS and main
memory are controlled via software-controlled direct memory access (DMA) commands.
Each SPE has a memory flow controller that takes care of DMAs and operates indepently
of the SPU. DMAs may also transfer data directly between the local stores of different
SPEs.
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Figure 5.1: This schematic diagram shows the different elements of the cell hardware and
how they interact with each other.

The SPU has only static branch predicting capabilities and has no other registers be-
sides the 128 bit registers. It supports both single and double precision floating point
instructions. However, hardware support for transcendental functions is only available for
single precision reciprocal and reciprocal squareroot estimates. Single and double precision
results require several Newton-Raphson method iterations in order to obtain the desired
accuracy.

5.1.3 Cell Cluster

The SHARCNET Cell Cluster system ‘prickly’ that we used for code development and
testing has the following specifications:

e cight QS22 blade servers

e ecach QS22 blade has two PowerXCell 8i processors @ 3.2GHz in a dual-socket con-
figuration that gives access to 16GB of shared memory

e the eight QS22 blades have a GigE Interconnect

In addition, the system has four more traditional dual-Xeon server blades. Note that
this setup is markedly different from Roadrunner nodes, since a relatively slow GigE link
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Each SPE is an independent vector CPU
capable of 32 GFLOPs or 32 GOPs (32 bit @ 4GHz.)
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Figure 5.2: This diagram shows the components of the SPE: the LS, the DMA engine, and
the SPU composed of the Control, the registers, and the two pipelines.

interconnects the Cell and Xeon blades in prickly, while Roadrunner has PCle x8 links
between QS22 and Opteron blades and Infiniband between nodes. Due to the relatively
slow interconnect in prickly, we do not utilize the Xeon blades for MPI message passing,
but use instead the Cell PPEs for this purpose (see Section |5.4]).
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5.2 Programming the Cell Processor

Programming complexity is one of the challenges of using the Cell Processor, as its design
sacrifices programming ease for increased computational throughput. This section is not
an introduction to programming the Cell processor, but merely gives a general idea of the
complexities of Cell programming. For more in-depth information on programming Cell
the interested reader is referred to Scarpino’s textbook [40] or IBM’s programming guide
[7].

The Cell processor may be programmed in either C/C++ or fortran using a common
APT and set of libraries. A program consists of one PPE executable and potentially many
SPE executables. The SPE executables are included into the PPE executable as libraries

at compile time and may then be executed on an SPE using pthreads and library function
calls.

Data is moved between main memory and the LS on each SPE by using library-provided
memory get and put functions, as shown in Listing ] Each takes an address in main
memory, an address in the LS, and a size in bytes. A get sends data to the LS, while a
put sends data to main memory. Both of these functions may only be called from an SPU
executable, have a maximum transfer size of 16KB, and the addresses and sizes must be
aligned to 16 bytes.

Listing 4 Direct Memory Access (DMA) functions that transfer data from main memory
to the LS (mfc_get) or from the LS to main memory (mfc_put).

//volatile wvoid x lsa : LS address

J/uint64_t ea : effective address in main memory
//uint32_t size : size of the transfer in bytes
//uint32_t tag : transfer label

mfc_get (lsa, ea, size, tag,0,0);

mfc_put(lsa, ea, size, tag,0,0);

Calculations on the SPE are vectorized using vector intrinsic types and functions. The
types introduced are a variety of vector types similar to the altivec vector types in the PPC
architecture. The functions that operate on these vector types are calls to inline assembly
that are inserted into the program code. This is similar to programming using altivec
vector intrinsics or SSE assembly instructions. An example of multiplying and adding
three floating point vectors using two separate instructions and then using the combined
multiply-add instruction are shown in Listing [5]
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Alignment is important on the SPE as it can only operate on inputs that are aligned to
16 byte boundaries. Any values not properly aligned must first be shuffled into the correct
alignment before they may be used. This is done using a spu_shuffle vector intrinsic that
accepts a bit mask and two vectors as input and shuffles them into the desired position
(Listing @ Additionally the SPU operates only on vectors so any scalar operations are
performed as vector operations.

Listing 5 Operations on vector intrinsics are carried out by using SPU vector intrinsic
functions, similar to the altivec vector instruction set.

//Performing d = axb+c

vector float a,b,c,d;

//Assume a,b,c intialized (not shown)
//Using 1 multiply and 1 add

d = spu_mul(a,b);

d = spu_add(c,d);

//Or equivalently wusing 1 madd instruction
d = spu_madd(a,b,c);

Listing 6 The shuffle operation is very useful as it allows components from two 16 byte
vectors to be combined into one new 16 byte vector. The two vectors are concatenated
together and then bytes are selected from them by the values in the third input, a pattern
vector. The values in the pattern vector correspond to the byte positions in a and b
concatenated together. In the example 12 corresponds to the twelfth byte of a but 16
refers to the zeroth byte of b.

//perform ¢ = spu_shuffle(a,b,pattern)

//Pattern to select a[3],b[0],b[1],b[2]

vector unsigned char pattern = {12,13,14,15,16,17,18,19,20,21,22
23,24,25,26,27 };

vector float a = {1.0f,2.0f,3.0f,4.0f};

vector float b = {-1.0f, —2.0f, —-3.0f, —4.0f};

vector float ¢ = {0.0f,0.0f,0.0f,0.0f};

¢ = spu_shuffle(a,b, pattern);

e = [4.0, —1.0, —2.0, —3.0 ]
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5.3 Mapping the Hyperbolic Solver to the Cell Pro-
cessor

The Cell processor by itself offers two levels of parallelism: multi-core thread-level paral-
lelism (the multiple SPEs) and SIMD vector-level parallelism (on the SPEs). Thread-level
parallelism is exploited by partitioning the computational task of evolving each grid cell
forwards in time, into data-parallel sub-tasks. This is done by dividing the computational
grid into blocks of grid cells whose size is determined by the size of the LS. Workloads are
assigned to each SPE by giving each SPE a collection of grid blocks to be updated. In
order to efficiently send blocks into and out of the local stores a distributed memory layout
is adopted, almost identical to the MPI distributed layout described in Chapter [3]

SIMD vector parallelism is used to accelerate the individual cell update computational
kernels using the SPU vector intrinsics. In addition to SIMD parallelism, several other
optimizations are performed on the compute kernel, the effects of which are discussed in

Section (.3.3]

5.3.1 Memory Layout

Two optimizations are done to minimize the effect of memory latency on performance. The
first optimization is motivated by the fact that few large DMA transfers may be executed
more efficiently than many small DMA transfers (Figure . Thus, when transferring a
subblock out of a larger array it is inefficient to start a new DMA transfer for every row
of the matrix, as the rows of the block are not contiguous in memory. A better approach
is to store the entire array as an array of blocks, exactly as in an MPI distributed memory
implementation. By doing this each block may be transferred into and out of a LS in far
fewer DMA operations (Figure . The cost of doing this is that updated grid cell values
must be communicated between blocks through the use of a halo of ghost cells surrounding
each block. These halo communications may be efficiently implemented through the use
of exchange buffers (see Section [5.3.2)). The net result of the distributed layout is far fewer
DMA transfers than in a single array layout.

The second optimization exploits the ability of the SPU to operate independently of
its memory flow controller. This means that the SPUs calculations may be overlapped
with memory transactions through the use of two buffers to hold data. Given two buffers,
A and B, in the local store, while calculations are being performed on buffer A, data
is being transferred into and out of buffer B. Once both computation and data transfer
are complete, their roles reverse and buffer B is used for calculation and buffer A for
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Memory bandwidth for PS3 (reading, 2 DMAs in-flight)

ONROOONAD®
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Figure 5.3: Bandwidth statistics from a PlayStation 3, demonstrating that higher band-
width to main memory is achieved with larger DMA transfer sizes. The height of the plot
is given in GB/s (Plot courtesy of Markus Stuermer, University Erlangen-Nuernberg).

data transfer. This double-buffering combined with the previous optimization virtually
eliminates memory latency from the overall computation time, as shown in Table [5.1

5.3.2 Neighbour Communication
The halo ghost cell communications introduced by the distributed memory layout are
implemented in two separate ways and their performance is compared. The first is a naive

implementation that utilizes the PPE to transfer all of the data and the second uses the
SPEs and exchange buffers.

PPE Neighbour Exchange
In this implementation, at each time step the PPE waits until all SPEs have completed
updating all of their grid blocks. The PPE then moves updated data into the ghost cells

of each grid block while the SPEs stall. This implementation is inefficient for a number of
reasons:

1. It fails to use the thread-level parallelism by not using the SPEs.

52



R B ] 1 B B
e e + + + +
TN 110 N 3100y

S e HEEE

— p— naflanfunfss

=
N
=
N

Figure 5.4: The blocks on the left represent an MPI distributed memory layout, the blocks
on the right are the internal representation of Node 3’s grid in local store-sized blocks.

2. The PPE has a lower bandwidth to main memory than an individual SPE.

3. It causes the SPEs to stall unnecessarily.

SPE Neighbour Exchange

The solution to these problems is to use the SPEs to directly send updated data into
exchange buffers that are stored with the neighbouring block in main memory (Figure
5.5). When the block is next loaded into a local store, the exchange buffer is brought
in as well. The SPE then shuffles the buffer values into the ghost cells and computation
proceeds as normal. By doing this, the time taken to do neighbour communications is
hidden behind calculations and no longer affects performance (Table .

5.3.3 Kernel Optimizations

Several different kernel implementations are provided in order of increasing complexity
along with the corresponding performance data in Table [5.2]
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Figure 5.5: In this diagram two neighbouring blocks are shown, with one layer of ghost
cells. The shading of the buffers indicates ownership, the darker buffers belong to the left
block and the lighter buffers to the right block. While one buffer is receiving updated cell
information from the neighbouring block, the other is loading data for the current time
step. At the next time step the receiving and loading buffers alternate function.

PPE Exchange | SPE Exchange
. .. Exchange 19.3 . ‘
single precision Compute 5 88 Combined 6.02
.. Exchange 51.55 . ‘
double precision Compute 99 53 Combined 22.82

Table 5.1: This table compares the performance of the PPE and SPE neighbour exchange
schemes. The numbers quoted are execution time in seconds to do neighbour exchanges and
computations respectively. Notice that in the SPE scheme the exchange time is combined
with compute time but the time to do the exchanges is almost entirely hidden behind
calculations.

Naive

In the naive kernel, the grid cell update compute kernel is directly copied from the CPU
version with minimal alterations. This does not give very good performance as it ignores
the SIMD nature of the SPEs and significant amounts of branching are present inside of
nested loops (the SPE has very poor performance on branch prediction).
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SIMD, Shuffle

The changes made in this version involve making use of the SPU vector intrinsics to
SIMDize all floating point operations. Two difficulties arise while doing this. The first is
that when updating in the x direction, neighbouring cell data is not aligned to 16 byte
boundaries. (All data in the SPE local store is accessed in 16-byte blocks that are located
at 16-byte boundaries.) In this implementation, data in the SPE local store is shuffled
into the correct alignment directly before it is needed for calculation, using an efficient
SPU intrinsic shuffling instruction. The second difficulty is that the branching statements
used in the flux limiter calculations must be eliminated by using vector comparisons and
selections (they work on four floating point numbers for single precision, and two for double
precision). The code then calculates all branches for all entries and selects the correct
branch at the end, which is much faster than the SPU’s native static branch prediction.
SPU intrinsics used for vector comparisons and selections include spu_cmpgt and spu_sel.

SIMD, Transpose

This implementation is similar to the previous one except that, instead of shuffling data in
the interior loops, the entire grid block is transposed prior to calculation (using shuffling).

5.3.4 SPU Scaling

Here the parallel scaling of the optimized Cell code (with Shuffle optimization) is inves-
tigated on a single QS22 blade. On a QS22 blade, up to all 16 SPEs of the two Cell
processors may be steered by one of the two PPEs. (The two Cell processors have access
to the shared blade memory via a dual-socket configuration.) This allows the user to utilize
the full processing power of the two Cell processors on the QS22 blade just by using the
single-Cell code with a larger number of SPEs, and without the need for an additional
layer of threading or an MPI implementation. Table [5.3|shows that excellent, nearly linear
scaling is obtained for a speed-up test on a single QS22 blade (total problem size is kept
constant throughout the test).

5.4 MPI Level Parallelism

The MPI framework of chapter |3| is adapted to the Cell case by redefining the packing
schemes to account for the locally distributed memory layout. Prior to neighbour com-
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Single Precision Double Precision
Kernel time (s) | Speed-Up (x) | time (s) | Speed-Up (x)
One Xeon Core | 353.93 1.00 | 425.26 1.00
Naive 115.82 3.06 | 150.01 2.83
SIMD, Trans 6.59 53.71 25.28 16.82
SIMD, Shuf 5.95 59.48 22.81 18.64

Table 5.2: The kernel optimizations are compared against each other and a reference single-
threaded CPU implementation running on one Xeon core @ 2.67GHz (Section [3.1.1). All
Cell runs are done using one PowerXCell 8i with all 8 SPEs active. The grid size is
1000x 1000 and the simulation runs for 1000 time steps, with initial conditions given in
section [2.11.1] The naive implementation is 3x faster than the CPU in double and single
precision. The shuffling kernel is seen to be slightly faster than the transpose kernel, giving
a 60x speed-up in single precision and almost 20X in double precision. Based purely on
the 16 byte vector width which holds two double precision variables, compared with four
in single precision, one would expect double precision to be 2 times slower. However,
in addition to this there is no hardware support for square roots and division in double
precision. These operations thus take many more cycles in double precision than single
precision. These two factors contribute to make the double precision version 3 times slower
than the single precision.

Single Precision Double Precision
SPEs | time (s) | speed-up (x) | time (s) | speed-up (x)
1 47.62 1.00 181.24 1.00
2 23.85 2.00 91.23 1.99
4 11.96 3.98 45.63 3.97
8 6.02 7.91 22.82 7.94
16 3.00 15.87 11.41 15.88

Table 5.3: Parallel scaling (constant total problem size) of optimized Cell code (with Shuffle
optimization) on a single QS22 blade (runtime in seconds) for the test problem of Section
2.11.1] The scaling is almost perfectly linear. Grid size is 1000 x 1000.

munication the PPE gathers the updated neighbour cell values from the grid blocks and
stores them in a buffer. These values are then traded with the neighbouring MPI node
and then the PPE distributes the ghost cell data back into the grid blocks.
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In Table scaling results for the MPI code on the prickly cluster are shown. The
prickly cluster has eight QS22 blades with two Cell processors each, and a GigE intercon-
nect. The computation time (comp) scales well, but the inter-node communication time
(comm) does not scale well, and since it makes up a significant part of the total time,
the total scaling is also sub-optimal. Scaling for double precision calculations is somewhat
better since communication takes up relatively less time there. The limitation of having a
slow GigE interconnect becomes apparent here. Due to the slow interconnect, the PPEs
are used to handle all MPI traffic, rather than letting faster processors on separate blades
perform the MPI communication (like on Roadrunner nodes). The PPEs are slow, and
the network is slow as well. Both these factors contribute to the large communication
time, and the sub-optimal scaling results that follow from it. A faster interconnect (like
Infiniband) would alleviate this, and would allow faster processors on separate blades to
be used to perform the MPI communication. It has been demonstrated successfully on
Roadrunner and similar systems that good scalability can be obtained in this way, but un-
fortunately the hardware currently available (prickly) does not allow these improvements
to be explored.

Single Precision Double precision
nodes | comm | comp | total | speed-up | comm comp total | speed-up
1 21.45 | 299.76 | 321.21 1.00 | 25.18 | 1132.91 | 1158.09 1.00
2 22.63 | 150.36 | 172.99 1.73 | 29.24 | 566.56 | 595.80 1.90
4 36.57 | 75.48 | 112.05 2.94 | 43.29 | 285.46 | 328.75 3.45
8 30.40 | 42.68 | 73.08 4.01 | 36.01 | 163.36 | 199.37 5.68

Table 5.4: Scaling results for the MPI Cell code on the prickly cluster. All times are
in seconds. Each of the two PPEs on a parallel node steer eight SPEs. Grid size is
10,000%x 10,000 on the test problem of Section [2.11.2]

5.5 Summary

In this Chapter the Cell Processor was introduced, as well as some of the lower level
memory and vector operations necessary for writing SPU code. These operations were
used to implement the hyperbolic equation solver in a manner that almost completely
eliminates memory latency through a double buffered transfer scheme into and out of main
memory. The SPU code is optimized by making use of the SIMD vector intrinsics and
using aggressive compile options.
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Chapter 6

Comparisons

In this section the performance results on the three different architectures are analyzed by
comparing:

e Runtime speed-up against a single-core x86 CPU implementation.
e GFLOPS performance with the peak theoretical throughput.

e Runtime scaling speed-up on MPI clusters.

All of the test results and numbers shown below omit the amount of time taken for
initialization and saving data to disk.

6.1 Single Processor Runtime Comparison

The results in this section compare performance on the Cell and GPU to the runtime of
both a single Xeon core and a four Xeon cores on a quad-core chip. All tests for a single
chip are performed on a 1000x1000 grid, for 1000 time steps with the initial conditions of
Section R.IT.11

6.1.1 Single Precision

These results are interesting in that they demonstrate the efficacy of accelerator architec-
tures in exploiting the data-parallel nature of the problem in comparison with a purely
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sequential execution. The inclusion of the quad-core Xeon results allows for performance
across architectures to be compared on a chip-by-chip basis.

The first thing to notice in the results of Table[6.1]is that adding thread level parallelism
to a CPU code adds a significant performance boost and is critical to getting reasonable
performance on a multi-core CPU. Of the accelerator architectures, the Tesla T10 GPU
displays the fastest single precision performance, 4.75s. This is because it is the newest
card being compared, and its peak performance numbers are 5x those of its closest rival,
the Cell processor. The Cell processor with 8 SPEs activated comes in second place at
5.95s. Compared with a sequential implementation the two implementations run 75 and
60 times faster respectively. Compared with a quad-core implementation this is reduced
by a factor of 4 to between 15 and 18 times faster.

The PlayStation 3 is included to provide a comparison with a commodity hardware
product. In single precision it compares favourably with the others. However, it has poor
double precision support. The Tesla C870 GPU is the generation previous to the Tesla T10
and it has roughly half the number of cores of the T10 and consequently its performance
is also roughly half.

System Time (s) | Speed Up
Xeon (1 Core) 353.93 1x

Xeon (4 Cores) 85.80 4.12x
PlayStation 3 (6 SPEs) | 7.98 44 4x
Tesla C870 GPU 7.52 47.1x
QS22 Blade (8 SPEs) | 5.95 59.5x
Tesla T10 GPU 4.75 74.5x

Table 6.1: Single precision comparison across architectures.

These performance improvements underline the fact that single precision performance
is currently the major strength of accelerator architectures.

6.1.2 Double Precision

Double precision performance is compared between the Xeon and the Cell Processor. The
Tesla T10 GPU also supports double precision however this has not yet been explored,
however the peak performance of a T10 in double precision is an eighth of its single precision
performance. If one simply estimates expected double precision performance as eight times
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slower than single precision, it would be roughly 38s, about twice as slow as the Cell
implementation. The Cell processor displays a roughly 18x speed-up over a single Xeon
core and close to 5x over a quad-core Xeon. The PlayStation 3 is omitted here since its
double precision performance is roughly eight times worse than the QS22, making it slower
than the quad-core CPU.

System Time (s) | Speed Up
Xeon (1 Core) 425.26 1x

Xeon (4 Cores) 106.87 3.98x
QS22 Blade (3 SPEs) | 22.82 | 18.64x

Table 6.2: Double precision comparison across architectures.

6.2 Performance Efficiency

While GFLOPS are the most commonly quoted figure when discussing processor perfor-
mance, it is not a particularly effective measure when comparing different architectures.
The performance efficiency figures here should be interpreted as specific to each architec-
ture and simply a rough estimate of how efficiently the implementation is making use of
the hardware. In this work the aim was to achieve at least 20% of peak efficiency on all
architectures. This was achieved for the Cell and GPU implementations, however the CPU
version does not make use of SIMD vectors and so exhibits poorer performance. (For other
peak performance comparisons see pp 51-52 in [24])

The calculation of GFLOPS is not easy across architectures as for instance the GPU
performs square roots as one operation whereas they account for 15 operations on an x86
CPU. The GFLOPS are computed here by counting by hand the number of operations
in the compute kernel, multiplying by the number of time steps and grid cells and then
dividing by the amount of time it takes to perform the simulation. Other ways of com-
puting GFLOPS are to use a standard reference, such as a Matlab implementation that
simply counts the number of x86 instructions performed. This approach allows GFLOPS
to be compared across architectures, but it does not help provide an accurate picture of
how efficiently the hardware is being used. Another way is to use hardware counters when
available to count the number of operations performed, which would be an effective al-
ternative in this case. Peak performance numbers are obtained by multiplying the clock
speed, the number of cores, the SIMD vector width, and the number of operations that
may be completed per cycle.
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The most successful implementation with regards to achieving peak performance was
the Cell processor code with roughly 36% peak in single precision and 48% in double
precision. These represent ultimately much higher efficiencies since the peak numbers are
based on performing one multiply and one add every cycle and there are very few places
where this is required in the actual compute kernel.

The GPU numbers quoted below are based on counting all calculations twice, since the
GPU implementation computes inter-cell fluxes twice. Eliminating the additional calcula-
tions may improve GPU GFLOPS performance numbers considerably, if an efficient way
can be found to do this.

System Time (s) | GFLOPS | Peak | % Peak
Xeon (1 Core) 353.93 27112136 | 12.9%
Xeon (4 Cores) 85.80 11.17 | 85.44 | 13.0%
PlayStation 3 Cell (6 SPEs) 7.98 54.66 | 153.6 | 35.6%
Tesla C870 GPU 7.52 126.32 512 | 24.7%
S22 Blade Cell (3 SPEs) 5.95 73.31 | 2048 | 35.8%
Tesla T10 GPU 4.75 199.98 933 | 21.4%

Table 6.3: Table of performance efficiencies in single precision.

System Time (s) | GFLOPS | Peak | % Peak
Xeon (1 Core) 425.26 2.25110.68 | 21.0%
Xeon (4 Cores) 106.87 8.97 | 42.72 | 21.0%
QS22 Blade Cell (8 SPEs) | 22.82 | 48.67 | 102.4 | 47.5%

Table 6.4: Table of performance efficiencies in double precision.

6.3 MPI Scaling

6.3.1 Single Precision

Comparison of single precision performance between an unaccelerated Xeon cluster (Section

3.1.1)), the same cluster with GPU acceleration (Section [4.1.1]), and the Cell QS22 Cluster
(Section [5.1.3)) is displayed in table The test case is a radial dambreak solved on the
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2x Xeon 2x Tesla T10 GPU 2x PowerXCell 8i
N | time (s) | scaling (x) | time(s) | speed-up (x) | time (s) | speed-up (x)
1 4096 1.00 | 197.2 20.79 | 321.21 12.75
2 1995 2.05 | 103.2 19.33 | 172.99 11.53
4 991.8 4.12 53.29 18.61 102.05 9.72
8 483.9 8.46 | 29.19 16.58 73.08 6.62
16 302.8 13.53 | 17.22 17.58 - -

Table 6.5: Comparison of performance in single precision using the Xeon, GPU, and Cell.
The clear winner here is the GPU as the Cell implementation is hampered by slow perfor-
mance of the PPU as well as a higher latency interconnect. The speed-up is performance
relative to the same number of Xeon Nodes.

physical domain [—1,1] x [—1, 1] on a grid of 10* x 10* grid cells for 1000 timesteps of fixed
size At = le — 5 (Section [2.11.2)).

Comparison of the results in Table [6.5( shows that both the Cell and GPU implemen-
tations provide performance better than the Xeon cluster with 16 nodes with only 1 node.
The GPU cluster scales reasonably well, yet still sub-linearly but this is largely due to
the problem size remaining constant across all tests. As more nodes are added, the lo-
cal problem size becomes too small and during computation the GPU does not become
fully saturated. A larger test problem This is similar to how the CPU performance drops
at 16 nodes due to the smaller problem size. A larger test problem would likely remedy
this problem or a comparison with a constant problem size per node would make a better
demonstration of the scaling factors. In the case of the Cell Cluster, relatively poor scaling
performance is achieved. The main factors contributing to this are the slow interconnect
speed coupled with the slow PPU performance. For more discussion about this please refer
to the earlier Cell specific results in Section

6.3.2 Double Precision

Double precision performance is compared between the reference Xeon cluster and the
prickly Cell cluster in Table [6.6, The double precision Cell Cluster still outperforms the
Xeon cluster, however, the poor scaling quickly drags down performance. An algorithmic
improvement to combat high interconnect latency is to reduce the number of communi-
cation steps performed. This may be accomplished by performing multiple time steps at
each node on overlapping domains, before performing inter-node communications (as im-
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2x Xeon (8 Cores) Cell (16 SPEs)
nodes | time (s) | Scaling (x) | time (s) | Speed-Up (x)
1 4609 1.00 | 1158.09 3.97
2 2314 1.99 596.8 3.88
4 1139 4.04 328.6 3.47
8 566.1 8.14 199.4 2.84

Table 6.6: Performance results comparing double precision timing results of the Cell cluster

(section [5.1.3)) against the Xeon cluster (section [3.1.1)). The same problem as in table
is used.

plemented for a cluster of GPUs in [39]). This comes at a cost of a somewhat increased total
number of calculations and a larger amount of memory dedicated to MPI communications.
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Chapter 7

Conclusions and
Future Work

This thesis is not so much a final statement as a first preliminary exercise in using accel-
erator architectures for simulating hyperbolic PDEs on regular grids using explicit time
stepping. This was done both using single accelerators and using them together to accel-
erate cluster calculations. The compute kernel used, while simplified somewhat, is quite
representative of a typical compute kernel that might be used to do MHD or Euler equation
simulations in 3D.

In all cases a clear performance advantage is demonstrated for accelerators. In single
precision, comparing the accelerator results to one Xeon core, a speed-up of anywhere
from 40x using the commodity PlayStation 3 up to 75x using the new Nvidia Tesla T10
GPUs is shown. Comparing against the quad-core multi-threaded CPU implementation,
speed-ups of between 10x and close to 20x are obtained. In double precision only Cell
results were pursued, and speed-ups of 18 x compared with one core or 5x compared with
a quad-core chip are obtained.

These results carry over into the parallel cluster domain, particularly in the case of the
GPU system which displayed nice scaling properties. The Cell system did not scale so well,
however, this is due to the combination of high latency GigE interconnect and slow PPU
performance for MPI packing and calls.

In addition to the performance results, the programming techniques, communication
patterns and hardware-specific optimizations were examined in detail, which provides a
basis for further work in this area.
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In general the experience of learning to program the Cell and GPU architectures came
with a definite learning curve, however for someone with a background in optimizing x86
code the extensions to the new hardware are likely quite natural. The Nvidia CUDA
model seemed quite successful at providing an intuitive abstraction layer for programming
the GPU hardware. It is relatively easy to get an initial poor-performing code up and
running and subsequently to apply increasingly complex hardware-specific optimizations.
The Cell is far less friendly to the beginner and has a much steeper learning curve. As the
reader could likely guess from the code examples in the Cell Chapter, bit-masks, bit-shifts,
are commonly used tools and many Cell developers eventually simply move to assembly-
level programming. This is a lower level of programming than most researchers would find
desirable, however, once the initial hurdles are passed the Cell does provide fine low level
control over both memory and compute operations, and as shown in Chapter [3] it scales
perfectly as more SPEs are enabled because of the software controlled memory operations.
To summarize the Cell offers very low level control over the hardware, while the CUDA
model abstracts some of the complexities away. However in both cases knowledge of the
hardware and its performance characteristics is essential to obtaining good performance.

Some interesting avenues for future research lie in taking the computational kernel
used here and expanding it to the Fuler or MHD equations in 3D. While 3D presents new
challenges with regards to data structure, some of the lessons learned here should prove
highly applicable. Another area of interest is in mixed precision methods, as accelerator
architectures show significant benefits on single precision calculations. Knowing when one
can use single precision without penalty has the potential to accelerate many types of
applications.

The results support indications that clusters with heterogeneous multi-core architec-
tures may become increasingly important for scientific computing applications in the near
future, especially when one considers their typically low power requirements [2] and the
fact that heterogeneous multi-core architectures may scale more easily to large numbers of
on-chip cores than homogeneous chips with full x86 cores.
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