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SUMMARY

A method for efficient implementation of a combined spectral finite difference algorithm for computation of
incompressible stratified turbulent flows on distributed memory computers is presented. The solution technique is
the fractional step method with a semi-implicit time advancement scheme. A single-programme multiple-data
abstraction is used in conjunction with a static data-partitioning scheme. The distributed FFTs required in the
explicit step are based on the transpose method and the large sets of independent tridiagonal systems of equations
arising in the implicit steps are solved using the pipelined Thomas algorithm. A speed-up analysis of a model
problem is presented for three partitioning schemes, namely unipartition, multipartition and transpose partition. It
is shown that the unipartitioning scheme is best suited for this algorithm. Performance measurements of the
overall as well as individual stages of the algorithm are presented for several different grids and are discussed in
the context of associated dependency and communication overheads. An unscaled speed-up efficiency of up to
91% on doubling the number of processors and up to 60% on an eightfold increase in the number of processors
was obtained on the Intel Paragon and iP8&D Hypercube. Absolute performance of the code was evaluated by
comparisons with performance on the Cray-YMP. On 128 Paragon processors, performance up to five times that
of a single-processor Cray-YMP was obtained. The validation of the method and results of grid refinement
studies in stably stratified turbulent channel flows are presenteti997 by John Wiley & Sons, Ltd.
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1. INTRODUCTION

The majority of geophysical (oceanic and atmospheric) flows are partially turbulent and density-
stratified. Stratification makes stratified turbulent flows markedly different from unstratified ones.
One of the most important effects of stratification is on mixing and entrainment, processes that play
an important role in the exchange of energy and gases between the atmosphere and the ocean.
Consequently, better understanding of this phenomenon is essential for accurate modelling of the
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1130 R. P. GARG, J. H. FERZIGER AND S. G. MONISMITH

oceanic mixed layer. The overall goal of this work is to study the effects of stratification on turbulent
channel flow via direct numerical simulation (DNS) and large-eddy simulation (LES) based on the
incompressible Navier—Stokes and scalar transport equations.

DNS is an important tool in the fundamental study of turbulence; its range of applicability is
closely tied to the performance of state-of-the-art supercomputers. Turbulence has been identified as
a grand challenge problem that could benefit significantly from the advent of massively parallel
machines, which will be key enabling agents in the endeavour to simulate ever more complex flows.

The first parallel simulations of incompressible turbulent flows were performed by Moin antd Kim
on an SIMD architecture (ILLIAC IV computer). Since then, simulations of viscous incompressible
flows have been performed on a variety of massively parallel machines’ iRgliemented the
Fourier pseudospectral method for simulation of incompressible isotropic turbulent flows on the
NCUBE/1 Hypercube. The only major operations requiring parallelization were the multi-
dimensional FFTs. He obtained efficiencies of up to 83% on a 1024-node NCUB#percube.

A pseudospectral Navier—Stokes solver for DNS of incompressible homogeneous turbulent flows was
also developed by Jacksoet al3 on the iPS@860 Hypercube. They computed the parallel
multidimensional FFTs using a transpose method and obtained speeds comparable with the Cray
YMP on a 32-node system. Parallel spatial DNS of a transitional boundary layer on thg8#BC
Hypercube was reported by Joslin and Zu§gierformance of roughly 153 MFLOPS on a 32-node
iPSC/860 was obtained. More recently, Hanebwttal > have implemented spatial DNS on the IBM-

SP1 and have achieved several-fold improvement in overall performance over thg8&0SC
implementation. Eidson and Erlebachatescribe the implementation of a fully load-balanced
tridiagonal solver on the Intel Touchstone Delta for DNS of compressible isotropic turbulence.

High-resolution (512 grid points) spectral simulations of homogeneous turbulence have been
carried out by Chen and Shaon the CM-2. A notable implementation of spectral methodology is
the recent high-performance Fourier—Chebyshev simulations of three-dimensional thermal convec-
tion on the CM-5 performed by Cortese and Balachafideerof and Taftt® have reported direct
simulations using finite volume and finite difference methods on the CM-5. In a recent review article,
Fischer and Patetdpresent a detailed summary of the past and current work in the area of simulation
of viscous incompressible flows on massively parallel computers. Additional work on implementa-
tion of computational fluid dynamics algorithms on parallel computers may be found in References
12 and 13.

In this paper we present the implementation of a hybrid spectral finite difference algorithm on the
Intel iIPSG/860 Hypercube and Paragon computers for simulation of incompressible stratified
turbulent channel flows. The discretization is based on Fourier spectral methods in the two horizontal
directions and finite different methods in the vertical direction. Spectral methods have now become a
method of choice for simulation of turbulent flows in simple geometries owing to their high order of
accuracy** The high global accuracy of Fourier methods was the main motivation for their use in the
present application.

The use of finite difference methods in the vertical direction was motivated mainly by the desire to
implement other boundary conditions and to simulate flows with sharp density interfaces, such as
two-layer flows which have almost discontinuous interfaces. Almost all oceanic flows and large water
bodies exhibit a density profile with a steep gradient calledttieemocline'® spectral methods are
ill-suited to such flows as they would exhibit the well-known Gibbs phenom®&ranund the density
interface.

The scheme used in the present work requires distributed two-dimensional FFTs as well as parallel
stencil-type operations, which require very different communication patterns. The solution algorithm
also leads to different types of data dependencies at various stages and requires different (and
mutually conflicting) implementation strategies. The choice of appropriate partitioning scheme is
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HYBRID SPECRAL FINITE DIFFERENCE SIMULATIONS 1131

thus crucial in obtaining optimal performance for all the stages of the algorithm. A performance
model is developed for a problem which is representative of the solution algorithm for channel flow.
The performance model is then used to evaluate the suitability of various partitioning schemes
applied to this problem. The partitioning analysis presented here is general and carries over to other
message-passing computers.

One of the objectives of this work was to develop a high-performance scalable code that can be
used efficiently for both simulation on small problem sizes (such as the ones used in large-eddy
simulations) as well as large grid sizes typical of direct simulations. Accordingly, a scalability study
over a large range of problem sizes and processor configurations is presented to establish the
efficiency of the implementation. We begin by presenting the numerical method in Section 2,
followed by a brief description of the architecture of Intel parallel computers in Section 3. The
parallel implementation is presented in Section 4 and the speed-up analysis is given in Section 5. The
code validation and grid refinement results are included in Section 6. Performance results and
discussions are presented in Section 7. Finally, some conclusions are drawn in Section 8.

2. NUMERICAL METHOD

The flow geometry is indicated in Figure 1; the computational domaid is) x (0, L,) x (=h, h)in

the x-, y- and zdirections respectively. The governing equations of motion for an incompressible
Boussinesq fluid in the channel are the Navier—Stokes and scalar transport equations (in non-
dimensional form)

au;
—1_0 1
e ’ @
au; 8p 1 90 au;
8t ( ) = + 0+ 5 Re, 9%, (V 8x) Ri.(p* = piin)dizs (2)
ap* 0 1 9 ( ,op*
ot T ax ) = Re.prag (“ o | ©@

whereRe_, Pr and Ri. are the Reynolds, Prandtl and bulk Richardson numbers respectively. The
equations have been cast in the variable viscosity and diffusivity formafd «* can be both
position- and time-dependent) in order to simulate flows with non-uniform properties. The density
field is expressed as

p = po+p*, 4)

X

Figure 1. Schematic diagram of channel flow
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1132 R. P. GARG, J. H. FERZIGER AND S. G. MONISMITH

wherep, is the reference density*(x, y, z, t) is further decomposed a8 = p,(z,t) + ps(X, Y, Z, t).
Here p, = (p*) is the instantaneous plane-averaged density, from which we can extract a time-
independent linear background densily,, defined asp;;, + pg = pg — 0-5Ap(1 + z/h), wherepg
andp- are the fixed densities at the top and bottom walls respectiveland pg — p is the initial
density difference between the two walls.

Velocities have been scaled by the initial friction veloaiy lengths by the channel half-depth
and density perturbations hyp. With these scalings the definitions Ré_, Pr andRi, become

Re, = u%h/vy, Pr = vy /o, Ri, = Apgh/po(L0)*. ()

The form of the buoyancy term in the momentum equation (2) reflects the fact that the linear portion
of the background density field accounts for hydrostatic pressure variation. The flow is driven by a
fixed streamwise pressure gradient, accounted for by thedgrim the momentum equation (2). For
brevity and notational convenience, from here on we shall drop the subscript asterisk and
simply denote it ap.

The non-linear terms (hereafter representet;psan be expressed in different forms, namely the
advection, divergence, rotational or skew-symmetric féfrin the present simulations the skew-
symmetric form

1( ou;  9(u;u;)
hy==(uZiy &0
72 (u‘ 3x; + ax ) ®)
1 ap  d(py;)
h ==(u 7
P2 (u‘ ax; + X ()

was used. Zarlg showed that in incompressible flows this form is more accurate than the rotational
form and also preserves conservation properties in the semidiscretized equations.

The spatial discretization is a mixed spectral finite differences method with Fourier expansions in
the periodic directionsx(andy) and second-order finite differences in the vertical direct®)nThe
mesh is Cartesian and non-uniform in the vertical direction and uniform in the horizontal directions.
Hyperbolic tangent stretchifgs used in thez-direction to cluster more grid points near the solid
boundaries in order to resolve the fine-scale structures close to walls. The co-ordinatektf the
vertical grid point is

1
= —tanh(¢ tanh* a), =-1+_—,
Z = tan (&ctanh™a), & + N,
In the aboveN, + 1 is the number of grid points in the normal direction ang 0-98346 was used,
following Moin and Kim? A staggered grid (see Figure 2) is used in the wall-normal direction. The

k=0,...,N,. )

F:m

Figure 2. Staggered grid irdirection
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HYBRID SPECRAL FINITE DIFFERENCE SIMULATIONS 1133

velocity components and scalar are defined at full-grid points while the pressure is defined at half-grid
points. The continuity equation is enforced at pressure nodes while the momentum and scalar
equations are enforced at velocity nodes or cell edges. Linear interpolation is used to transfer
information between the half-grid and full-grid points. The series representation for the primitive
variables is

N, /2—-1  Ny/2-1

U(X’ Yy, z, t) = Z Z l,:Ik .k, (Z, t) ei(kxx+kYY)v (9)
K=—N,/2 k=—N,/2 "~

which is the Fourier series representatiép;: 27k, /L, and Ry = 2rk /L, are the wave numbers in

the x- and y-directions respectively. The numbers of grid points in the horizontal directions are
denoted byN, and N,. The pressure and scalar also have similar representations. Henceforth the
subscriptsk, andk, will not be written explicitly unless necessary; a hat will indicate a quantity in
Fourier space.

The aliasing errors arising in the pseudospectral treatment of non-linear terms are removed using
theZ rule. While theZ and3 rules are equivalent, on distributed memory computerg e can be
implemented locally with no interprocessor communication wherea%rtlﬂe requires interprocessor
communication when distributed FFTs are performed, which is the case in the present
implementation (discussed in the next section). Thus on these architectur?sutbe’s preferable
for de-aliasing of terms treated pseudospectrally.

The time advancement scheme is of mixed type: Crank—Nicolson for the vertical viscous diffusion
arising from the molecular and the horizontally averaged subgrid-scale eddy visqasigrge-eddy
simulations) and RK3 (Runge—Kutta) for the non-linear, buoyancy (in the vertical momentum
equation) and horizontal viscous terms. The pressure term is advanced in time using the backward
Euler scheme since this scheme enforces the incompressibility constraint at the new time step. The
method is formally second-order-accurate in time (for the velocity and sgalart use of the RK3
scheme allows a larger time step than that for second-order explicit schemes. An analysis of the linear
advective model problemresults in the following condition on the time step for the RK3 scheme:

CFL = max{AtEn(‘i’ + ) + %H}X’y; 3. (10)

In our simulations the time step was chosen such@#t was in the range -8—1:25. The adequacy
of the temporal resolution was ensured by requiring that the time step be several times smaller than
the Komogorov time scale at this Reynolds number. This was found necessary by Choi angiMoin
order to perform time-accurate computations of turbulent channel flow.

The solution technique is based on the fractional step method originally developed by*€andn
Temam?* Since then, many variants have been develdf&d->*The variant used here is similar to
the one described in References 22 and 23. In this method, first, intermediate velocities which do not
satisfy mass conservation are computed using the momentum equations (without the pressure term)
and subsequently a pressure correction is applied to compute the new velocity field that satisfies both
the continuity and momentum equations. The boundary conditions for the intermediate velocities are
computed using the Leveque—Oliger splitting method. Mathematically the algorithm can be broken

v

Ay

* In the present work the dynamic subgrid-scale model has been used; see Section 6.
+ The order of accuracy of pressure is one order lower than that of vef&city.
1 Assuming that thé de-aliasing is applied in the horizontal directions.
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1134 R. P. GARG, J. H. FERZIGER AND S. G. MONISMITH
into three stages: the first stage is the calculation of the terms that will be treated explicitly, i.e. the
explicit right-hand side,

O(|At

1
I"{, = V|AtN| + [1 + T (@ + (VV>>LV}VI_1, (11)

the second stage is the velocity step (solution of the Helmholtz equations for the intermediate

velocity),
OC|At 1 N
|: o (Re + <Vv>>|-vi|v =1r,, (12)

T

and the third stage is the solution of the pressure Poisson equation followed by pressure correction,

1
D'G(¢") = MDW)’ (13)
V= = —qAtG(¢), 1=1,2,3. (14)

The RK3 substeps are denotedlbyt the end of the third RK3 substep the solution at the new time
leveln+ 1 isv™! = V!, For the first substep we have that! = v". In the above, DT andL, are

the discrete gradient, divergence and vertical second-derivative operators respecfivisiythe
variable portion of the viscosity angl) represents averaging over the horizontal plagess the
pseudo-pressure related to the actual pressure by

ouyAt (1
G(p') = G(@) + (Re + <vv>)LvG(¢'). (15)
The boundary conditions have already been incorporated in the discrete matrix operators.

A low-storage RK3 scheme with the following parameters (for the three stages) has been chosen in
the present work>

Ny =Hy, 0‘1=%, 71 =3
N, = (H, — N =3 =155 16
2_( 2 9 l)’ “2—12, ’))2_15’- ( )
N3=(H3—%N2)’ “32%’ Vazl%

HereH represents the non-linear, buoyancy and horizontal viscous terms.

Performing the Fourier transform of equations (12)—(14) and using the orthogonality properties of
the Fourier polynomials, we obtain a set of one-dimensional equations for the Fourier coefficients (for
each wave number pak;, k;). Performing a second-order finite difference discretization of these
equations results in the tridiagonal system of linear equations

— o At @) (D1 + [1 — AL M) (B W) — GALW) () (Dyrs = (B 17)

which can be inverted efficiently using Gaussian elimination. In the abpyes 1/Re, + (v,) is
evaluated at time levdl— 1; (a,), (by), and(c,), are the coefficients (at poiaf) arising from the
second-order discretization &f,. The superscript indicating the time level mx,ky)k has been
dropped.

The Poisson equation for pressure (equation (13)) is derived using the continuity equation. In
discrete form the continuity equation in Fourier space is

o~ P Wy, — W _
iky Oy 12 + 1K,y 1 +kak1 =0, k=1,...,N, (18)
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HYBRID SPECRAL FINITE DIFFERENCE SIMULATIONS 1135

whered,_, , andy,_, , are related to the values at full-grid poih@andAz, = z, — z,_,. Substitution

of the (x, y, z) components of equation (14) in the above equation leads to equation (13). In Fourier
space the discrete operators in this equation are as follows (the supelsadptating the RK3
substep has been dropped):

DTG(¢) = (dl)k(}k—S/Z + (dz)ka’k—l/z + (ds)k$k+1/2’ (19)
1 < N o) o) e 2 2 \f\/ - \ﬁl _
—DT(M) = K120 + (1 — 120 ]+ ik 1§20 + (1 — 1P _] + %. (20)
o Z
The coefficients are as follows (fédr=2,...,N, — 1) :
e N 3 A ) Yy 1 21
(dp)y AzAz 1,5 (ks +ky)( k- ( k—1)> (21)
1 1 1 02 | 2y hef f2h f2h haf
(dy)y, = ~az \ Az o +Azk i — (kg +k)Z (X = 1T + LA = 1)) (22)
- +
_ 2 | [2yif2hyhaf
(d3)k - AZkAZk+1/2 (kX + ky)lk Ik . (23)
At k =1 (lower boundary),
(dy) =0, (24)
(dp) = T Mban (k2 + |2§)'|E2h(1 — I, (25)
+
(d3) = Aszszrl/Z — (k2 + ﬁ?)lﬁz'"li‘”, (26)
Wiy =W,y @7)
and atk = N, (upper boundary),
_ Lo p2veq  yf2hyq _ hot
(dy = AL AL 1 (kg + kDA — 17)H(A = L2, (28)
1 PO
(do)y = —m — (k§ + k)%)ll?zfl(l — 1, (29)
(d3) =0, (30)
W, = WL, (31)

In the above equationdz,_,,, = 2,11, — Z-_1, and the interpolation operators are defined as

Z —Z

DT T T 1 32)
I — L
2 — 2

mzf:M k=1,...,N, -1, (33)

Ik 172 — Lk-1/2
and at boundaries,
7 —1 2 — 2
|t — ST A2y, hef — Tk k=82 N, (34)
21372 — Lkt1/2 Ly 172 — Lk—3;2

* Recall that linear interpolation is used to transfer information from full-grid points to half-grid pointsiead/ersa
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1136 R. P. GARG, J. H. FERZIGER AND S. G. MONISMITH

Note that since the pressure is calculated at the interior points only, no boundary conditions need to
be specified for it. The right-hand side of the pressure equation, however, contains the desired
boundary conditions on the intermediate velocity and normal velocity (at the end of the full step,
(14)). The equations for the pressure are singulakfes k, = 0, reflecting the fact that the pressure
is determined only to within an arbitrary constant, specified by enforcing the mean value of the
pressure next to the bottom wall (i.e. by arbitrarily settip@, ,, t) = 0 for k, =k, = 0).

The scalar equation is also solved in two stages:

I I oAt 1 -1
r, =nAtN, + [1 + > (ReTPr + (ocC))Lv}p , (35)
_ d|At 1 P [ .
[ 5 (ReTPr + () Ly [p =T, 1=1,2,3. (36)

Here (af) represents the plane-averaged variable scalar diffusivity Mlhdepresents the RK3
temporal discretization of the non-linear and horizontal diffusion terms inptlegjuation. After
performing Fourier transform and finite differencing, equation (36) also reduces to a tridiagonal
system of equations for each horizontal wave number pair. These are inverted in a similar fashion to
equations (18). Both Neumann and Dirichlet boundary conditions<£at-h) can be implemented in

a straightforward manner.

3. ARCHITECTURE OF iPSZ860 AND PARAGON

The Intel parallel computers are based on a distributed memory, message-passing MIMD
architecture. The iIPS@60 at Stanford has 32 nodes interconnected by a five-dimensional
Hypercube circuit-switched network with e-cube routing. The communication is bidirectional, i.e.
two nodes can simultaneously exchange messages in both directions. The peak bandwidth of the
network is 28 MB s~ * and the latency is 67s for short messages (less than 100 bytes) andu$77

for large message’S.Each node is based on the 64 bit, 40 MHz i860 microprocessor with 16 MB of
memory (RAM). The i860 processor has an 8 kB instruction and an 8 kB two-way set-associative
data cache. Additionally, it has two pipelined floating point units, an adder and a multiplier. The
floating point units each can produce one result per clock cycle in 32 bit arithmetic for a peak
performance of 80 MFLOPS. For double-precision arithmetic the adder needs one cycle while the
multiplier needs two cycles to produce one result for a peak performance of 60 MFLOPS.

The Intel Paragon at San Diego Supercomputer Center (SDSC) has 400 nodes interconnected by a
2D worm-hole routed mesh network. Each node is a general-purpose (GP) node which has dual
50 MHz i860XP microprocessors—one as an application processor and the other as message
coprocessor (MCP). The architecture of the i860XP is very similar to that of the i860 chip except for
a higher clock rate and a larger data cache (16 kB for the i860XP). The peak floating point rates for
the i860XP microprocessor are 100 MFLOPS in single precision and 75 MFLOPS in double
precision. The network has (for OSF 1.2) a peak transfer rate of 90 Miasd latencies of the order
of 50 us with the MCP enabled (the MCP can be used whenever computation and communication can
be overlapped; typically this can be achieved by using asynchronous message-passing calls).

The most commonly used programming model for Intel parallel computers is message passing,
whereby the user explicitly performs data partitioning and inserts communication calls to exchange
data between the processors. The most commonly used languages are C and Fortran77, with message
passing done using either NX or MPI libraries.
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4. PARALLEL IMPLEMENTATION

The fractional step algorithm naturally divides into three stages (equations (11)—(14)). By analysing
each stage, we can identify the communication and data dependence requirements of the algorithm
and develop a parallel implementation that optimizes these requirements. The first stage of the
algorithm involves computation of the partial derivatives (in the three directions) of the advective and
diffusive terms using known velocity and density data. This is a ‘parallel by point’ type of
calculation. In these calculations the computation at a grid point requires only values at the previous
time step at one or more grid points. Thus the only overhead is communication of the non-local data,
which can be performed any time before the computation. In the two horizontal directions,
derivatives are computed using Fourier spectral methods. These require global long-distance
communication to perform the FFTs. On the other hand, in the vertical direction, stencil-type
operations are performed which require nearest-neighbour communication. The cost of performing
the communication in the FFTs is much higher than that of nearest-neighbour communication and the
primary parallelization requirement of this stage is efficient implementation of the distributed FFTs.

In the second stage a tridiagonal matrix needs to be inverted for each wave number pair. The
computations in this stage are ‘parallel by lirieThe parallelization requirements of this stage are
the solution of a large number of independent systems of distributed tridiagonal equations. The
matrix is diagonally dominant (so no pivoting is required in Gaussian elimination) and also identical
for each wave number pair (it only depends on the vertical grid spacingvgfadt))). Thus it can be
factored once and then used to solve for each right-hand side successively at each time step. This,
along with the fact that the matrix is asymmetric, makes the use of iterative methods such as
conjugate gradient algorithms unattractive and direct inversion method is preferable. The
requirements of the third stage (equation (14)) are similar to those of the velocity step and finally
the pressure correction step (equation (14)) is an almost ‘data-parallel’ comptitation.

The above considerations guided the implementation strategy that was used in the code. This is
described next.

For parallel implementation the programming model is based on a node-only single-programme
multiple-data (SPMD) abstractidi.This node-only model was chosen over the host node model as it
is scalable to large problem sizes and a large number of processors. A static 2D unipartitioning
schemé®is used for data decomposition, i.e. the three-dimensional computational domain is divided
into P (total number of processors) non-overlapping subdomains (with equal numbers of points), each
of which resides in a separate processor (see Figure 3). The niibdactored intoP, x P,, the
numbers of processors used in the partitioning in xhestreamwise) and (vertical) directions

PO
---------------- PO P1
P1
P2
---------------- P2 P3
P3
1D-z Partitioning 2D Partitioning

Figure 3. 1D and 2D unipartition schemes

* Each grid point is coupled to the other grid points in a fixed direction.
+ The only communication required is in evaluating theéerivative of¢ in the correction of vertical velocity.
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1138 R. P. GARG, J. H. FERZIGER AND S. G. MONISMITH

respectively. The processors exchange information at domain boundaries via message passing. 1D
data partitioning (either the vertical or the streamwise direction distributed) can be implemented
simply by setting the partition size in one of the directions to unity. All these schemes map efficiently
on both the Hypercube topology of the iP&B0 and the mesh topology of the ParagoryXPThe
motivations for choosing the unipartitioning scheme are discussed in the next section. The code is
written in F77; the NX library is used for message passing. Conversion of NX calls to MPI calls is
straightforward.

Parallel 2D FFTs are required in the explicit stage of the algorithm for the 2D unipartitioning
scheme; we use the transpose method. In this method the FFTs are performed on memory-resident
data; data in the distributed direction are brought into the local memory of a processor by performing
a distributed matrix transpose (we use the multiphase complete exchange al§driimadvantage
of this method is that it allows the use of efficient single-processor FFT library routines and separates
the computation and communication phases.

Based on the timing model for the complete exchange algorithm presented in Reference 26, we can
derive a simple speed-up model for the 2D parallel FFTs:

(1 2(P — DA+ N2P2bp + 6P(log, P)/2(P — D]\
%= <5+ 6N2(I10g, N)t, ) ' @)

Here 4 is the message-passing latenbys the number of bytes per word of dafajs the message-
passing bandwidth in words per secords the distance impact in seconds per dimension on the
Hypercubé® andt, is the computation cost per floating point operation. A comparison of this model
with measured timings on the iP3860 for 512512 FFT is shown in Figure 4. The predictions of

the model are in good agreement with the measured timings; we see that low speed-up efficiencies
(less than 50%) are obtained with this algorithm when compared with the ideal (linear) speed-up
curve. The complete exchange algorithm requires an all-to-all communication between the
processors, which is the densest communication exchange between a group of processors.
Sivasubramanianet al?° show that on a Hypercube architecture, link bandwidths higher than

6 MB s ! are required o > 4 processors to keep the network overheads below 30% for distributed
FFTs. On the iPS@60, which has a peak bandwidth 082VIB s~*, communication overheads
result in 50% or lower efficiencies. Clearly, it is preferable to perform in-place FFTs as would be the
case in 1D vertical decomposition. As will be shown later, 2D partitioning is used in order to increase
the parallelism in the vertical direction operations. Note that on the Paragon (under-2)Rel
bandwidths are in the range 35-40 MB'sand better scalability for FFTs is achieved with this
algorithm?®

20
—— Linear
15 - @- Predicted
—A— Measured
a
» 10
_ -0
5 - - 1 A
- :‘. LT
&
(o]
o 5 15 20

10
P (# of Proc.)
Figure 4. Performance of 2D parallel FFT on iP860
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The tridiagonal systems of equations arising in both the second and third steps are solved using the
pipelined Thomas algorithm. A high degree of parallelism can be obtained from the Thomas
algorithm when several independent solves are performed. This is achieved by pipelining the forward
elimination (and back substitution) across the processors so that several solves are overlapped. The
message start-up and pipelining overhead delay trade-offs determine the optimum number of line
solves to be performed before a message is transmitted to the neighbouring processor.

A simple timing model can be derived for this algorithm which can be used to obtain an expression
for lyy, the optimum number of line solves per messé&Ye:

N,
ovr_SP[P—‘IT+P(}+4I bp), (38)
z
«Ny N NN NNy
Toip = P, 8lote + 5+ P (/1+4I bp), (39)
Tiot = Towr + Tpip (40)
lopt = NN, 2 41
= loot =/ \P,8N,t, 1 4bpP,))” “h)
Here T, Ty, andl, denote the cost in the overhead stage, the cost in the pipelined stage and the

ovr> ! pip
packing factor (i.e. the number of line solves performed before a message is sent) respectively. In this

model we assume five floating point operations in the forward elimination and three in the back
substitution stage of the Gaussian elimination algorithm. Similarly, three words of data per solve are
transmitted in the forward elimination and one in the back substitution stage. Note that in this model
the local memory access times for loads and stores of various variables have been ignored.

The effect of the packing factor on the measured execution time for solving a system of tridiagonal
equations is shown in Figure 5 for a representative case on the @8N, x N, is the number of
independent systems to be solved, each ofBjze N,). We see that the execution time drops rapidly
asl, is increased up to 4; further increase decreases it slowly (for very high vallietheftime will
start to increase), with the optimal value belpg= 16 or 32. These are the values used in subsequent
timing measurements. This type of behaviour was also observed for other valtigs\yfandN,,
with optimal values increasing with increasing grid. The valu§ gfpredicted by the model (for the
case shown in Figure 5) is 30, which is quite close to the value determined on the basis of
measurements. For computational convenience and to ensure an integer number of line solves, values

P=1

[ P i E -e p=2

T -— P=4

............. P=g-n

o} 5 10 15 20

Figure 5. Time (in seconds) versug (packing factor) for pipelined tridiagonal Thomas algorithm on iP&8D;
N, = N, =N, = 64. P is the number of processors
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of I, which are powers of 2 were used in actual simulations and timing measurements. In Figure 5 we
also see that an efficiency of roughly 81% is obtained when the number of processors is doubled (for
I, = 4); this drops to 50% for eight times as many processors. The timing model predicts somewhat
higher efficiencies.

5. SPEED-UP ANALYSIS OF MODEL PROBLEM

In order to evaluate the optimal partitioning scheme for this problem, a speed-up analysis of a simpler
model problem, namely the scalar transport equation (equation (3)), was performed. For a given
velocity field this equation is solved in two stages (equations (35) and (36)). The computational
characteristics of these stages are identical with those of the first two stages (equations (11) and (12))
of the fractional step algorithm. In the present spatial discretization method the solution of the
pressure Poisson equation (stage 3, equation (14)) is the least expensive step for serial (and parallel)
implementation and the total computational cost is dominated by the first two stages of the fractional
step algorithm. This stage requires inverting a tridiagonal system of equations for each wave number
pair to obtain the Fourier coefficients of pressure. Once the Fourier coefficients have been obtained,
they can be used to enforce discrete incompressibility directly in the wave number space (equation
(14)). Thus the pressure need not be computed in the physical space except for purposes of computing
statistical quantities involving the pressure (in turbulent flow simulations). Hence the performance
analysis of the scalar transport equation is representative of and relevant to the choice of partitioning
scheme for the fractional step algorithm.

We analysed three schemes, namely unipartitioning, multipartitioning and transpose partitioning
(see Figure 6), applied to the model problem. The distributed FFTs required in the unipartition and
multipartition schemes are assumed to be performed using the transpose method. The distributed
tridiagonal system of equations arising in the unipartition scheme (in the implicit stage) is assumed to
be solved using the pipelined Thomas algorithm. Note that for the multipartition scheme the Thomas
algorithm can be applied in a straightforward fashion without any load imbalance. In the transpose
partition both stages are performed in-place and a global data transpose is used between stages to
bring all the data required for a given stage to the local memory of the processor.

The speed-ups and speed-up efficiencies for the different schemes on a Hypercube architecture
can be expressed as

S, =1/(1/P + Oy), (42)
S, = Sp/P. (43)

PO P1 o] | POgRLER R | Yy
P3P0 PLEP2| /

P2} P3 i P
P2 | P3 b /

PL} P2} P3| PO

Uni-Partition Multi-Partition Transpose-Partition

Figure 6. Unipartition, multipartition and transpose partition schemes

* A Hypercube architecture is assumed to perform the complexity analysis of the global exchange algorithm for the distributed
matrix transpose. Analyses for other network topologies such as the mesh network can be done in a similar fashion.
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whereO, = Num,/Den represents the parallelization overhead for each data-mapping scheme. The
expressions foNum and Den are given below

N, T/,  NyN log, P,)P N,N
Numunizs(Px_l)’V_z—‘</b+ gzybﬁw( 9o P) X)+( . y+PZ+4>;L
X

P, 2P, — 1) Pylp
8NN,

+ P + 4PZIp bp + 8Nzlptc, (44)

X
_ NxNy (log, P)P NNy
Num,, = 8(P — N, (2 + P2 bp+ o 2P — 1)> +3P-1i+6(P—-1) 3 bp,  (45)
NNy N, (log, P)P :

Numy, = 2(P — 1)(}, + P2 bp+ o 2P — 1)> + 4(4 + NNy b ), (46)
N, NyN,

Den = T[40 + 6(log, Ny + log, N )]t (47)

HereN,, N, andN, are the numbers of grid points in tixg y- andzdirection respectively and the

other parameters are as before (see Section 2). Note that, as was the case in the analysis of the

pipelined Thomas algorithm, memory access times have not been included. The subscripts ‘uni’,

‘mul’ and ‘trp’ denote the unipartitioning, multipartitioning and transpose partitioning respectively.
TheS, predictions for the model problem using the machine parameter values for th¢G6BC

are shown in Figure 7. The smaller grid is the typical grid used in large-eddy simulations and the

larger grid is typical of the ones in direct simulations. The results clearly indicate that

multipartitioning leads to very low efficiencies compared with the unipartition and transpose

schemes. The reason for this is that while multipartitioning eliminates the data dependence in the

solution of tridiagonal systems of equations, it significantly increases the amount and stages of
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Figure 7.5, predictions for model problem on iP$860 for coarse and fine grids

* We have used the values presented in Reference 26.
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communication required to perform the FFTs. Furthermore, it serializes the inherent parallelism in
the FFTs that is exposed by the 1D vertical unipartition and transpose schemes (groups of horizontal
planes reside in each processor and in-place FFTs can be performed in each such processor
independently).

For the two grids considered in Figure 7, the memory requirements of the Navier—Stokes solver are
such that a minimum of four processors are required for the smaller grid and a minimum of 64
processors are required for the larger grid (for 16 M8de computers). Thus we compare the two
schemes for numbers greater than this minimum. For the smaller grid the unipartitioning shows a
higher efficiency because a 1Dpartition is used and the FFT's are performed locally, with
communication and data dependence delays occurring only in the vertical operations. The transpose
partitioning, on the other hand, requires global communication in the transpose phase.

In the case of the larger grid a 2D unipartitioningas to be used (see Section 6.2) in order to
improve the efficiency of the tridiagonal solver. Thus, for unipartitioning, distributed FFTs are
required in stage 1, leading to increased communication overhead. However, in the unipartition
scheme the matrix transpose (for FFTs) is performed only adPpgsrocessors whereas in the
transpose scheme it is performed acrBgsrocessors. Thus for the unipartition scheme the cost of
FFTs is fixed with increasing (P, fixed) and the nearly linear decreaseSjnis occurring owing to
increased overhead in the tridiagonal solver. For the transpose patrtitioning the total number of stages
(P — 1 on a Hypercube), as well as the data to be communicated, is higher in the global exchange
algorithm than for the unipartition scheme, resulting in poorer scalabilityPfareater than 64
(Figure 7). Furthermore, on a 2D mesh (i.e. on the Paragon) the global exchange would suffer greater
contention and require more stages than on a Hyper&lbe.

Thus, based on these predictions, over the range of problem and processor sizes that are of interest
to us for stratified turbulent channel flow simulations, we conclude that the unipartitioning scheme
should be superior to the transpose partition scheme and the former was therefore used in the parallel
implementation.

6. CODE VALIDATION AND GRID REFINEMENT STUDIES

The accuracy of the code was verified by computing the instantaneous growth rates and phase speeds
of small-amplitude Tollmien—Schlichting (TS) waves in an unstratified flow and comparing them
with the theoretical values. The results are presented in Table I. The 2D cases were run on a
4 x 4 x 256(x x y x z) and the 3D cases on ax88 x 128 grid. The box size waath x 2zh x 2h,

whereh is the channel half-depth. The growth rates in Table | are within 5% of the theoretical values.
The error in the perturbation energy (after one time period) as a function of the number of grid points

Table I. Comparison of computed and theoretical growth rates and frequencies of TS waves in unstratified

channel flow
Wave number Theoretical Computed
Reg Ky ky Growth rate Frequency Growth rate Frequency
7500 1 0 0002235 (24989 0002144 (25004
7500 1 1 —0-02178 029097 —0-02229 030777
5000 1 0 —0-0017503 @6813 —0-0017542 6838
5000 1 1 —0-019902 032264 —0-019399 032538

* P, =4 gave the best results.
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Figure 8. Accuracy.of code in computing growth of (1, 0) TS mode in channel fRey;= 7500, T=2513

in the vertical for the 2D (1, 0) Tollmien—Schlichting mode is shown in Figure 8. As expected, the
error is inversely proportional to the square of the number of grid points in the vertical (for
comparison a line of slope 2 is plotted on the same graph). In thelirection four points were used;
these are sufficient to exactly resolve this mode using Fourier functions.

We also performed large-eddy simulations of a pressure-driven (fixed pressure gradient) turbulent
channel flow with passive scalar (temperature) at Reynolds number 180 (based on friction velocity
and channel half-depth) and Prandtl numbefl0(heated air). Two different grids were used: (i)
coarse grid 64x 64 x 65 and 32 processors; (i) fine grid 128128 x 97 and 64 processoisThe
simulations were conducted on the Intel Paragon at San Diego Supercomputer Center. In the present
simulations the dynamic subgrid-scale mddatith Lilly’s least squares modificatidf is used to
parametrize the SGS stresses and the extension to scalar transport equations developedeby Moin
al.*%is used to model the SGS heat flux. Isothermal boundary conditions for the tempenaéree
used in the simulations—a hot top wall (non-dimensional temperat&eadd a cold bottom wall
(non-dimensional temperature-0-5). The simulation results were compared with the direct
numerical simulations of Kinet al>* and Kim and Moir® The direct simulations were conducted on
a 192x 160 x 129 grid (after de-aliasing) using a fully spectral (Fourier—Chebyshev) method; the
validity of the DNS results was established by comparisons with previous experimental #&sults.

The computational statistics of the LES runs are shown in Table IlI; the CPU time listed in the table
is the overall CPU time (this includes the time in the flow solver, the scalar solver, the subgrid-scale
model, the routines for computing run time stastistics of various turbulence quantities and th@ file |
modules).

In Figure 9 the mean velocity and temperature profiles are shown as a function of the distance from
the wall in local wall co-ordinates. The computed results show very good agreement with the DNS
results and are also in accord with the linear profile in the viscous sublayer and the log profile in the
core region of the channel. The good agreement between the LES and DNS results indicates that the
LES (even on the coarse grid) is resolving the mean quantities accurately. The resolved turbulence
intensities are compared with the DNS results in Figure 10. The large-eddy simulations predict a
somewhat higheu intensity and lowew andw intensities, but the overall agreement is good. This
behaviour has also been observed by otfi2fEhe maximum deviation between the LES and DNS

* Note that these are the grid sizes before de-aliasing is applied.
+ We have assumed a linear equation of state relating the derfsity the temperatur@.
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Table 1. Computational statistics for LES runs of unstratified channel flow

Integration time At CPU time
Grid (h/u, units) (/u. units) Time steps (h)
64 x 64 x 65 140 25x 1073 5600 150
128 x 128 x 97 85 125x 1073 6800 350

results occurs in the vertical turbulence intensity; this is expected because the vertical component
which largely depends on small scales (particularly close to the walls), is most sensitive to grid
resolution. From the figure we can also infer the improvements as a result of grid refinement and can
conclude that the numerical results are converging (to the exact result) as the grid resolution is
increased.

The code has been used to perform simulations of stably stratified turbulent closed (both surfaces
are no-slip) and open (free-slip top surface) channel flows to study the effects of stratification on near-
wall and near-free-surface turbulence. Simulations with various Richardson and Reynolds numbers
and temperature (density) boundary conditions have been performed. The results show consistent
trends as to the effects of stable stratification on channel turbulence. A large database has been
generated which we are currently studying in greater detail to develop better understanding of
stratified flows and to evaluate various turbulence closures. Here we shall present some results of grid
refinement studies which we were performed to ascertain the adequacy of grid resolution.

The simulations for the closed channel were conducteReat= 180 andPr = 0-71 (heated air);
stable stratification was maintained by fixing the wall temperatures (heated top wall and cold bottom
wall). Large-eddy simulations over a rangeRif (0—60) were performed on a 64 64 x 65 grid. A
fine LES (128x 128 x 97 grid, 64 processorfi, = 18) and a DNS (128« 256 x 160 grid, 64
processorsRi, = 45) were also performed to study the accuracy of the coarse grid runs and to
accurately compute higher-order statistical quantities. Rhe= 18 flow is a moderately stratified
flow in which turbulence is active but suppressed compared with the unstratified case, while in the

o5 [F T T T T T T T T T T T T
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+
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10k —— DNS (KMM'87) -
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1 10 100 1000
25 [F — T T T T T T — T T Ty
(b)
20 4 -
2
A5 P -
'_
0= " —— DNS (KM'89) 7
s - - - Fine LES _
— - - Coarse LES
o} [ A RS 1 Ll ! A R
2 3 4567 2 3 4567 2 3 4 587
1 10 z 100 1000

+

Figure 9. Comparison of LES results with DNS results: (a) mean velocity, comparisons with DNS atHilr?* (b) mean
temperature, comparisons with DNS of Kim and MSin
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Figure 10. Comparison of turbulent intensities with DNS of Kanal 34

Ri, = 45 case the flow relaminarizes and the turbulence is completely damped out. The simulations
were all started with an initial flow field obtained from simulation of the passively heated (i.e.
unstratified) turbulent channel flow.

The one-dimensional energy spectra of vertical kinetic energRifox= 0 and 18 flows are shown
in Figure 11 atz, =37 (in the buffer layer) and, = 144 (close to the channel centre). Stable
stratification directly reduces the vertical kinetic energy (owing to its conversion to potential energy),
making the vertical turbulent fluctuations most sensitive to grid resolution. We note that in the buffer
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Figure 11. Comparison of 1D spectra of vertical kinetic energy (at two vertical locations) between unstratified and stably
stratified channel flow LESRe, = 180, Pr = 0.71
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Figure 12. Distribution of (a) RMS resolved TKE and (b) Reynolds shear stress (resolved plus subgrid-scale) on coarse and fine
grids in LES of stably stratified channel floRg, = 180, Ri, = 18, Pr = 0-71

layer only the larger vertical scales are suppressed, while near the channel centre all the vertical
scales are suppressed. For both the stratified and unstratified cases the spectra show adequate
resolution, as indicated by the fact that the energy at low wave numbers is two to three decades higher
than at high wave numbers and there is no evidence of energy pile-up at high wave numbers. The
distributions of RMS resolved TKE and Reynolds shear stress are shown in Figure 12; again, good
agreement between the two grids is evident. The individual components of turbulence intensity show
the same trends as observed in the unstratified cgges slightly overpredicted while,,,; andw,,

are underpredicted on the coarse grid. As expected, the coarse grid also slightly underfiredjcts

but the overall agreement with the fine grid result is good. The unstratified case yields similar
comparisons between the fine and coarse grid simulations (see Figure 10).

The comparison between the DNS and LES results for the strongly stratified flow is presented in
Figure 13. The two quantities shown (both have been non-dimensionalized) are (i) the instantaneous
plane-averaged wall shear and (ii) the available potential energy function, which is defined as
APEF = —IRi (p"?)/(d(p)/dz). Here (p?) is the instantaneous density variance apl is the
instantaneous mean densi%PEF is an important concept in stratified flows and represents the
potential energy of density fluctuations available for conversion to kinetic energy (by the process of
adiabatic redistribution of mass to a statically stable 3taté&Jnder very strong stratification both
these quantities decay rapidly as the flow relaminarizes. The results in Figure 13(a) show very good
agreement between LES and DNS at all times. Note that the initial values are slightly different as the
initial fields for the coarse and fine grids are instantaneously different (both were obtained from
corresponding unstratified runs).

The decay oAPEF, which is more sensitive to grid resolution than is wall shear, also shows good
agreement between the LES and DNS resultd far2.-5; for t > 2.5 the agreement is not so good.

This is probably due to the fact that at later times a significant restratification process, marked by a
gravity-induced reconversion of potential energy into vertical kinetic energy and counter-gradient
buoyancy fluxes, takes place. Analysis of DNS daghows that the largest scales of motion are
strongly suppressed (at later times) and the peak of buoyancy flux co-spectra shifts to smaller scales.
Since these scales are not resolved in the LES calculation, discrepancies in the decayREE of
occur.
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Figure 13. Comparison of (a) wall shear and (b) available potential energy function between DNS and LES in strongly stratified
channel flow;Re, = 180, Pr = 0-71

7. PERFORMANCE RESULTS

In this section the results of timing measurements of the parallel implementation are presented. These
measurements were made on a 32-node jB8C Hypercube computer at Stanford and the 400-node
Paragon XPS at SDSC. The results were obtained by advancing the solution for 50 time steps (for
each run) to obtain averaged execution times. All the times presented are for direct numerical
simulation of a homogeneous fluid and do not include the time required for solution of the scalar
transport equation and the subgrid-scale model (in large-eddy simulatiohbg runs were
performed in dedicated batch queues and the longest of the elapsed times was taken as the parallel
execution time: The velocity field was initialized as low-amplitude (5% of mean) divergence-free
random perturbations superposed on a laminar flow profile. All the times are for 64 bit arithmetic
(double-precision) unless otherwise stated. We first present overall performance results, then detailed
timings.

7.1. Overall performance

The algorithm was evaluated both in terms of scalability as well as in terms of absolute
performance, i.e. execution timgsonstant problem size (or unscaled speed-up) scaling was used to
measure the scaling characteristics of the algorithm. This was motivated by the fact that the problem
size (grid) requirements for LES and DNS computations are dictated by the fluid dynamic

* The time required for solution of the scalar transport equation is approximately equal to one-third of the times required in the
first and second stages of the fractional step algorithm. The time required in the subgrid-scale model depends on the model used
to parametrize the subgrid-scale stresses.

+ Since there is no global clock on the iP&B0 and Paragon, the time on each processor was measured separately and the
maximum value chosen; owing to slight load imbalances and different clocks, the measured times differ on all processors.

i Since the solution method is based on a direct solver, the execution time and rate of execution (MFLOPS) are equivalent
measures of absolute performance. Note that this is not the case for iterative solvers, where the rate of convergence (or the
number of iterations required to reach a certain tolerance level) also needs to be considered in evaluation the absolute
performance.
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Figure 14. Speed-up efficiendy versus number of processors for iP860 Hypercube

parameters, i.e. the Reynolds, Prandtl and Richardson numbers. Constant problem size scaling is thus
the appropriate metric to evaluate the efficiency of parallel implementation and determine the
problem granularity for the grid sizes chosen based on the resolution requirements of the
simulations.

The measured relative speed-up efficiersgyversus the number of processoPs,is shown in
Figures 14 and 15 on iP$860 and Paragon respectively for different gri@s.is defined as
(Tmin/Tp) X (Pmin/P), whereP i, is the minimum number of nodes on which a given problem size
fits, Tpin is the CPU time folP,,,;,, processors andl, is the measured time fé? processors. Since the
problem sizes are too large to run on a single node, the speed-up is measured with respect to the
minimum number of processors on which the problem can be run. An estimate of the single-processor
time can be made (for the iP3860) using the procedure outlined in Reference 39, but it requires
accurate measurements of the communication, computation and idle time of each processor. This is a
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Figure 15. Speed-up efficiend, versus number of processors for Paragory XROSF 12)

§ For a given problem size, owing to the algorithmic and hardware scalability limits, there is a limit to which we can increase
the number of processors.
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complicated and error-prone task for the algorithm considered here. The relative speed-up efficiency
is easier to compute and gives an accurate indication of the scalability of the algorithm for the
problem size of interest.

For a fixed number of processors, as the grid size is increased, the efficiency also increases,
indicating that the ratio of communication to computation decreases with increasing grid size and the
algorithm scales with the grid size. From the figures we also see that as the number of processors is
increased, the efficiency drops faster for smaller-sized problems. This is because the communication
time increases faster than the execution time decreases. We note that an efficiency of up to 91% on
doubling the number of processors and up to 60% on an eightfold increase in the number of
processors is obtained. Also as expected, the efficiency is higher on the Paragon because the
communication on it is faster than on the iP860, while the computation is nearly identical for the
two machines (compare the 6464 x 65 grid results in Figures 14 and 15). The scaled speed-up of
the algorithm can also be inferred from the plots; we see $hatecreases by only a small amount
when the number of processors is increased as the grid size is increased, implying a nearly fixed
execution time as required by the fixed execution time (i.e. scaled speed-up) scaling. The results in
Figure 16 confirm that a good fixed execution time scaling is obtained in the present implementation.

The algorithm was also implemented and vectorized on a Cray-YMP. The performance on a
single-processor Cray-YMP is shown in Table Ill. As expected, the performance increases with the
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Figure 16. Scaled speed-up on (a) iP860 Hypercube and (b) Paragon )&
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Table Ill. Measured CPU time per time step per
grid point and MFLOPS on CRAY-YMP (single
processor) for different grids

Grid CPU,, (us) MFLOPS
64 x 64 x 65 1494 153
128 x 64 x 97 1467 163
128 x 64 x 193 1548 154
128 x 128 x 193 1842 174
128 x 256 x 97 1838 185

grid size (increasing vector length) and peaks at 185 MFLOPS (or about 56% of theoretical peak
performance) on the grids that were tested. Even for the smallest grid a performance of 153 MFLOPS
is obtained. Note that as the grid size increa€#%), (the CPUtime per time step per grid point) is
increasing as well; this is because for FFTs the operation count per grid p@idbgN, + log;N,),

so the number of operations increases logarithmically with the grid size. However, with increasing
grid size the performance also increases and as a result the valoBslpfor 128 x 128 x 193 and

128 x 256 x 193 grids are almost identical. On a Cray C-90 these timings will be approximately a
factor of two to three faster.

A comparison between Cray-YMP and Para@il, timings is presented in Table IV for several
grids. This is a good measure of performance, since in this way the performance of the algorithm can
be measured for different grids. From this table it is clear that the performance on the Paragon is
strongly dependent on the problem size, in contrast with the YMP where it is fairly independent of the
grid size. We see that the performance on approximately 32 processors of the Paragon is equivalent to
that of a single-processor YMP. Furthermore, as expected, for a fixed number of proc€Btdys,
decreases as the grid size is increased (e.g. con@jile for 64 processors) and the best times are

Table IV. Performance comparison between Paragon (O3} dnd Cray-
YMP/1 timings

Paragon

Cray-YMP Ratio to

Grid CPU,(us) P CPU,(us) YMP/1
64 x 64 x 65 1494 4 810 018
8 460 032
16 2860 052
64 x 64 x 193 150 8 412 037
16 230 0-65
32 171 088
128 x 64 x 193 1550 16 217 071
32 127 122
64 823 1.88
128 x 128 x 193 1840 64 783 235
128 464 397
128 x 256 x 193 1840 64 638 288
128 345 533

* The speed-up will be dependent on the problem size; for larger problem sizes for which the average vector length is greater
than 128 (the asymptotic vector length for the Cray C-90) the speed-up will be a factor of three.
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Figure 17. Cray-YMP1 equivalent MFLOPS on Paragon (OSR)1

obtained for the largest grid sizes. For the grid sizes considered here, with 128 processors, the parallel
code runs up to five times faster than the Cray-YMP implementation.

In Figure 17 the MFLOP ratings of the YMP have been used to compute YMP equivalent ratings of
the Paragon. Speeds of up to 1 GFLOPS were obtained on 128 processors of the Paragon. From the
plot it is also clear that a consistent scalability over the range of problem and processor sizes
considered is obtained. An indication of this is given by the slopes of the curves (in Figure 17), which
are not decreasing or levelling out as the problem and processor sizes are increased.

The MFLOPSnode obtained on the Paragon are shown in Figure 18. This is another measure of
scalability® because if, over a certain range of processor numbers, it reaches a constant value, then
the total performance scales linearly over that range. The tendency of the curves to flatten out can be
seen clearly in Figure 18. The performances vary between 3 and 9 MFIOBS i.e. 8%—-10% of
theoretical peak performantef the Paragon. In contrast, a performance of over 50% of theoretical
peak performance was obtained on the CRAY-YMIP Such low performances (in terms of
theoretical peak performance) are not uncommon on present-generation massively parallel computers
for CFD cose$:*° The primary reason for the large discrepancy between peak and actual
performance is the large difference between the floating point rate of the i860XP microprocessor and
the memory bandwidth—both on-chip, i.e. CPU local memory bandwiitids well as remote, i.e.
communication bandwidth. The small size of the on-chip data cache and the long memory access
times (compared with floating point operations) significantly limit the single-node performance on
the Paragon. Realizable communication bandwidths of 45-50 MB@mpared with the hardware
maximum of 200 MB s %) and latencies of the order of 58 under OSF 1% limit the achievable
scalability of the applications. As will be shown later, the single-node performance is the main reason
for the poor performance on smaller grids, whereas for larger grids the communication performance
also significantly affects the overall performance.

The CPU time per time step per grid poi@PU,, is shown in Table V for the iPS@60 and
Paragon. The timings on the Paragon are on average 30%—-50% faster than those on tB60PSC
with the higher end improvements observed mostly for problems where 2D partitioning was used.
The reason for this is presented in the next subsection along with results of detailed timing
measurements.

* The peak performance of the i860XP chip is 76 MFLOPS for 64 bit arithmetic.
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Figure 18. MFLOPgnode on Paragon (OSF2)

7.2. Detailed performance

In Section 3 the speed-up analysis of the model problem showed that the type of data partitioning
affects the extractable parallelism, dependence overhead and communication costs and requirements.
The results showed that the unipartition scheme gives better efficiencies than the multipartition and
transpose partition schemes. In this subsection we shall present comparisons for the three types of
unipartitionings, namely the 1R-1D-z and 2D schemes, and also analyse the performance of the
individual stages of the fractional step algorithm.

In the computation of 2D FFTs by the transpose method the communication cost scales as
Py — 1)NXNy/P§, which is approximately the total number of words of data transferred®(in 1
transmissions) between each processor irktd&ection. On the other hand, the communication cost
for finite difference operations in the vertical direction scalesCadl,N,/P,). Clearly, more
communication is required in spectral operations than in finite difference operations. Furthermore,
while only near-neighbour communication is needed for vertical operations, the global exchange
algorithm requires long-distance data exchange. Thus, despite dependence delays in vertical
decomposition, the communication in horizontal partitioning makes it more costly than vertical
partitioning. For the same number of grids (With ~ N, ~ N,) and the same number of processors,
1D-x partitioning is significantly inferior to the other two decompositions.

From the analysis presented in Section 3, the communication times for evaluation of the explicit
right-hand side for the model problem can be estimated as

N, N N, N
(T2 e ~ 8Py — D| N | (24 b 444+ X pp (48)
P P2 P,

z

Table V. Measured CPU times (in seconds) on iP&&D (1)
and Paragon (P) for different grids and processors (derfted

Grid P CPU,() CPU,(P)

32 x 32 x 33 2 248 x 1074 1.85 x 10°4
4 151 x 104 141 x 1074

8 107 x 1074 1.33x 1074

64 x 64 x 65 4 126 x 10”4 81 x 10°°
8 77 x 107° 46 x 10°°

16 490 x 10°° 2.86 x 10°°
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and
(Tosmmrns = 404 + NyNybp) (49)

for the 2D and 1Dz unipartitionings respectively. The first term in equation (48) represents the
communication time in FFTs and the second term is the communication time in finite difference
derivatives. It is easy to see that for typical problem sizes, such as the ones presented in Section 6.1,
(T2 s > (T3%2 .1, While the computation times are almost identical. Consequently, the 1D-
scheme is expected to yield a better overall time as well as speed-up for the first stage of the
fractional step algorithm.

For the second stage (i.e. the solution of the distributed tridiagonal system of equations) the
communication times for the model problem are

NN 4NN
(Teamm)si ~ (P—Iy + Pz>i + ( b+ 4lep>bﬁ, (50)
x'p X
1dz NXNY
(Tcomm tri ~ |— +P )i+ (4NxNy + 4P|p)bﬁv (51)
p
Tldz .
S (TZhy = e (52)
X

The above equations indicate that for this stage the pBrtitioning is inferior to the 2D scheme
and will give poorer scalability in comparison with the 2D scheme as the number of processors
(partitions inx) is increased. For the computation of tridiagonal solves the 2D partitioning exposes a
higher explicit parallelismR, solves can go completely in parallel) and decreases the amount as well
as frequency of data each processor transmits to its nearestswrth neighbour, thereby reducing
both the transfer and message start-up times in the communication.

In Figure 19 the CPU time per step is shown for 2Bnd 2D partitioning (P, = 4) for different
grids. The results in Figure 19 indicate that up to 16 processors thestbeme gives better timings
than the 2D scheme. However, for a fixed problem size the 2D partitioning has better scalability and
for 32 processors (and higher on the Paragon) it yields lower times compared witpdrfitioning.

The figure also shows that for both partitionings a nearly linear scaled speed-up is obtained,when

is doubled, i.e. the execution time changes little when both the problem size and the number of
processors are doubled. In fact, the times for grids 2 and 3 are nearly identical, indicating a higher
contribution of communication start-up overhead (latency cost) to the total communication cost for
grid 2. Our results on these (and other) grids also showed thatgditioning is usually better when

N,/P, is relatively high (see equations (48) and (49)).

The results for the individual stages of the fractional step algorithm are shown in Figure 20 (on the
iPSC/860). We can see clearly that for the right-hand-side calculation the ddbeme has a lower
execution time and better speed-up than the 2D scheme. However, as expected (based on the
discussion presented above), for the velocity and pressure steps it shows inferior speed-up compared
with the 2D scheme. In fact, for 32 processors the velocity step becomes the most expensive of the
three stages when 1Bpartitioning is used (Figure 20). For the grids on which we performed the
simulations, forP > 32 in all cases the 2D scheme was used as it gave better performance (lower
execution time) than the 1Bscheme. From Figure 20 we also see that the pressure step is much less

* The 2D partitioning was evaluated for several different value®,aindP,. On the 32-node iPS@B60,P, = 4 was found to
give the best results.
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expensive than the first two stages of the algorithm, thus validating the assumption made for the
analysis presented in Section 4.

A detailed breakdown of the various stages is shown in Table VI. For both grids, as expected,
increasingP, (with P, fixed) increases the time in the second and third stages. The second stage
requires 42% of the total time with just four processors (for the smaller grid) and an incre@se in
increases this time to 57% of the total time (for 16 processors) with a corresponding decrease in the
time for the first stage. For the larger grid the first stage is the dominant stage, as distributed FFTs are
required. However, the second stage still takes a substantial percentage of the total time. These results
show consistency, as the characteristics of the algorithm (expressed by the amount of time each stage
requires) are preserved by the parallel implementation, when the grid sizes and processor sizes are
varied over a large range (such as those in Table VI).

On parallel machines it is often advantageous to use single-precision (32 bit) as opposed to double-
precision (64 bit) arithmetic. With 32 bit operands the amount of data to be transferred and the
memory requirements are reduced by half, leading to better performance and scalability. In many
algorithms this may not be possible, but the present algorithms is numerically well-conditioned and
32 bit precision is adequate. The effect of word length on performance is shown in Table VII. For the
smaller grid the performance improvement by using 32 bit arithmetic is primarily due to increased
computational speed, as for this grid the communication workload is significantly less than the
computation workload. For the larger grid we see almost 50% improvements; for this case the
communication time is a larger fraction of the total time and consequently the use of single-precision
arithmetic has a bigger effect on performance compared with the smaller grid.
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Table VI. Breakdown of different stages as percentage of total
execution time on Paragon (OSR21L

RHS VT PT

Grid P (%) (%) (%)

64 x 64 x 65 4 450 420 130
P =1 8 380 490 130
16 290 57.0 140

128 x 256 x 193 64 540 350 110
P =4 128 510 37.0 120

Table VII. Comparison of 32 hit versus 64 bhit
performance on Paragon (OSR21L

Grid P
T(64 bit)/T (32 bit)
64 x 64 x 65
4
1.22
P, =1
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8. CONCLUSIONS

A scalable parallel algorithm for spectral finite difference simulation of turbulent stratified flows was
implemented and its performance was evaluated. The performance was found to depend strongly on
the problem size and the type of data decomposition. Three types of partitioning were investigated for
a model problem and the analysis showed that multipartition schemes are ill-suited for this algorithm.
While here the analysis was used to evaluate the partition schemes on th@8@0SiCis general and
applicable to any distributed memory message-passing architecture. It thus provides an analytical
framework to evaluate the communication overheads of different schemes on different architectures
and thus obtain useful information on the suitability or non-suitability of a particular decomposition
strategy on a given machine. This procedure is very useful, as comparison based on actual
implementation of the different schemes is non-trivial, particularly for large codes such as the present
one. Based on the analysis, we concluded that unipartitioning schemes (1D and 2D) are optimal for
this problem and unscaled speed-up efficiencies of up to 91% were obtained in actual
implementation. The scalability was evaluated for several different grids over a range of 8-128
processors and consistent speed-up efficiencies were achieved. The performance was compared with
a well-optimized implementation on the Cray—YMP; on 128 processors of the Paragon, speeds up to
five times faster than on a single processor of the Cray-YMP were obtained. Performance between
8% and 10% of theoretical peak performance was obtained on the Paragon. The comparison between
the iPS@860 and Paragon showed 30%-50% faster timings on the Paragon.

Three different unipartitioning schemes were investigated and the performance of the individual
stages of the algorithm was studied in detail. It was found that while pBHitioning was better for
the first stage, 2D partitioning was better for the second and third stages of the algorithm. The speed-
up analysis presented for the model problem was used to provide explanations for these observations.
The effect of word length on performance was also investigated and the results were found to be
consistent with the computation and communication characteristics of the method. A careful study of
the numerical accuracy and adequacy of the grid resolution in simulations of stably stratified
turbulent channel flows was also performed. The results established the validity and correctness of the
code.

On parallel machines the mapping of the communication pattern of the algorithm to the processor
topology is important and performance metrics that are used for sequential algorithms (total number
of floating point and memory operations) need to be altered. The data dependencies in the algorithm,
communication and synchronization cost and load balancing need to be considered in the evaluation
of a parallel algorithm. The different stages of the algorithm may require different partitioning
schemes and trade-offs between these schemes have to be analysed. Finally, while it is hard to
quantify, the programming aspect of various implementation strategies also needs to be considered in
the development (porting) of application codes on (to) parallel machines.
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