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Reference
Benchmark Time Runtime Ratio ...|...?...|...1IO...|...]]E)...|...2IO...|...2IS...|...3IO...|..3.5|
371.gamess m 86400 2549 33.9 i
Hardware Software
CPU: Intel Pentium4 Xeon Parallel: MPI
CPU MHz: 3060 Processes-Threads: 32
FPU: Integrated MPI Processes: 32
CPU(s) enabled: 32 cores, 32 chips, 1 corelchip (Hyper-Threading Technology enabled) OpenMP Threads: -
CPU(s) orderable: 1 or 2 per node Operating System: RedHat Enterprise Linux, Advanced Server version 3 (4)
Primary Cache: 12K B (1) micro-ops (trace) + 8KB (D) on chip Compiler: Intel C++ Compiler- icc, Version 8.1
Secondary Cache: 512K B on chip Build 20050309Z for Linux
: i Intel Fortran Compiler- ifort, Version 8.1

I(_)?h%rag]a%he: ,{IMB on chip . Build 20050309 for Linux
Memory: 2GB DDR PC2100 CL2.5 ECC Registered per node. | 118 Y, ststem: _ Il\\l/lFls'shared file system
Disk Subsystem: 1x36 GB SCSI per node System State: ulti-user N
Other Hardware: See file server and network notes Other Software: mpich-vapi (see notes for configuration)

Notes/Tuning I nformation
Tested by Purdue University
Fl ags (Fortran & O):
CPP Flags: -1. -C -P -traditional -Dnpi -DSPEC HPG MPI | NT4
OPTIMZE = - -i8 -narch=penti um} - nctpu=pentiumd -axW-tpp7
LDOPTIONS = -3

Subnit command to run MPlI application:

PBS Version: PBSPro 5.4.1.41640

PBS Conmmand to get resources (for cyclic allocation of processes):
gsub -1 -q preenptx -1nodes=16:1B: ppn=2,wal | ti ne=2: 00: 00
use_subm t_for_speed=1

MPI _COWM S| ZE=32

subm t=nmpi run -np 32 \ $PBS_NCODEFI LE $command

Cluster config:

Nodes and file server use NFS shared file system

Two CPUs per node, Hyper-Threadi ng Technol ogy enabl ed
File server:

2 X 3.06 GHz Intel Xeon processors

4 GB DDR PC2100 CL2.5 ECC Regi stered Menory

5 x 72 GB 10K RPM SCSI Drives

Hardware RAID-5 (Dell PERC/ 3Di option)

Debi an Linux, 3.1 "sarge"

ext3 local file system

NFS shared file system

Network (for computation and file server):

I nfini band: Topspin HBAs, Topspin 120 swi tches

All BICS paraneters left with factory defaults.

For a description of Intel conpiler flags,portability flags,
and system paraneters used to generate this result, pl ease refer
t o PURDUE- 20050329- | NTEL- LI NUX- XEON. t xt in the flags directory
Envi ronment variables set in .cshrc

setenv MPI _ENABLED ENABLED
set env | RCDATA ganess_us.irc
setenv | NPUT ganess_us. FO5
set env PUNCH ganess_us. dat
setenv | NTGRLS ganess_us. FO8
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Notes/Tuning I nformation (Continued)

setenv AO NTS ganess_us. FO8
setenv MO NTS gamess_us. FO9
setenv DI CTNRY ganess_us. F10
setenv DRTFI LE ganess_us. F11
setenv Cl VECTR ganess_us. F12
setenv NTNFMLA ganmess_us. F13
setenv Cl I NTS ganess_us. F14
setenv WORK15 ganess_us. F15
setenv WORK16 ganess_us. F16
setenv CSFSAVE ganess_us. F17
set env FOCKDER ganess_us. F18
setenv DASORT ganess_us. F20
setenv JKFI LE ganess_us. F23
setenv ORDI NT ganess_us. F24
setenv EFPI ND ganess_us. F25

MPICH 1.2.5 Configuration
CC=/opt/intel _cc_81/bin/icc
CXX=/opt/intel _cc_81/bin/icc

FC=/opt/intel fc_81/bin/ifort

FO90=/opt/intel _fc_81/bin/ifort

./configure --wth-devi ce=ch_vapi --with-arch=LINUX --w thout-npe \
-—V\n'thout—rom' 0 --disable-sharedlib \
-cflags="-D SMP_ - DUSE_STDARG -DLAZY_MEM UNREQ STER - DUSE_I NLI NE \
- DRDVA_FAST_PATH - DEARLY SEND COVPLETI ON - D_REENTRANT -2 \
- DVI ADEV_RPUT_SUPPORT - -fpic -DMI_LI TTLE_ENDIAN -D__LINUX__ \
-DVAPI -DTS_HOST DR VER DCPU_X86 \
-1/ usr/local/topspin/include -1/usr/local/topspin/include/vapi \
-L/usr/local/topspin/lib " \
-lib="-Ivapi -Intl_comon -|npga -1 nosal -Ipthread"
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