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SX-4 | Gaussian94 OEFERFHE 1D W T

&8
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SR 104E3 B 31 H

1 @EU®IC

BRI THLEEIE Sy 7 — ¥ Gaussian94[?] 25 SX-4A D L TEOREDOHEETEHHE LT 50 1,0 &
WAIEEITANE B EZB LU, WS DETIL25S81 75 A5 # R Thiz, T80 CPU &4#
BT 52 LI XBRRICOWTHIAT,

2 Gaussian94 O{EVH 7=

HERESL WD, AHEOEE LY Ny FREAEIIEE EBDLEOT! MLy FT77 AVE
Pl LTRY,

#!/usr/bin/sh
#i# BATCH OPTION
#e$-q p4
#0$-o0 stdout
#Q@$-e stderr
#0$
##
## set output option (fortran)
#F_FILEINF=YES
#texport F_FILEINF
F_PROGINF=DETAIL
export F_PROGINF
it
## set for g94
G94R00T=/usr/local/appli
export G94R0OOT
gr=$G94R0O0T
GAUSS_EXEDIR=$gr/g94/bsd:$gr/go4
export GAUSS_EXEDIR
SS_ARCHDIR=$gr/g94/arch

173, 300 BUT T Ay F, &EFHCEHEIRETT,
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export SS_ARCHDIR
G94BASIS=$gr/go4/basis

export G94BASIS
PATH=${PATH}: $GAUSS_EXEDIR
LD_LIBRARY_PATH=$GAUSS_EXEDIR
export LD_LIBRARY_PATH
F_ERROPT1=271,271,2,1,2,2,2,2
export F_ERROPT1

##

## go program

cd /home/ccns01/useri/h63173
g94 2_01.com > 2_01.out 2>&1

o ZDNYF T T ANTH, FEAMIILELREL T NTT %> TAD, login 2 U TIIMbHEET
VAPUL -3/ ARI

o BT B A, BMED Gaussiandd T CPU e S Twinizw, “pd” 75 ATHHL#E
Z. PAEIBEL TS,

o Gaussian TIE 77 A VT 7 AHIEFKIZL WD, T/ AT H-00F 7 > a v, “export
F_FILEINF” #3g8% L T\,

e BML 2ITHIZT 7 ANDH LT 4 L7 b)) ~D ced (change directory) %, #5256 1 THIZEIET
57577 AN (ZOFITIE “20l.com”) #IRELTWwAH, 7, F.PROGINF {Z X5 Program
Information # BT A 72012, TOFITIE “201l.out” ZEL TWbH,

3 NELH%K (HQO)
3.1 AHhH

FERI U7 R A %0 2 3T, B/NRIKBISOR STO-3G @ HF LNV OFHE (ZHASHE b o L b/
VR TH D) B L USEEEBEECR 6-31G** 0 2 RO\ MP2 LRV CORME (BEMZHER LT 5101

COBRBEORNLELBOND) I L AMERECEIT 2o/ EBIERLAAN 7 7 4 V25278
LUPI~NFT, B, KFTOREABLUEARIIZAER 10450, 0957 A[?] TH 5,

3.2 BR

IS O-H ML LU H-O-N e M2 RITNIRT, HORMICET 8o 2WhLbo %
FERT AT 7o

% 1: STO-3G/HF B L U 6-31G**/MP2 TEHE & h /- O-H iy L U H-O-H 4
HEMH level O-H(A) H-O-H() &EHEIH
STO-3G HF  0.9892  100.004 194
6-31G**  MP2  0.9611  103.8927  70.2

6-31G**/MP2 TIHIHITIIZWEE L 2 2 2 L4550 FHEREF AT bNDE Z LAHWR SO T,
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SHEEEICOWTRART 2o KR (CPUL D LMMER L), /Ny FT4CPU 2], B L ULED
PO — 2 A5 — 3 a » (WS; HP712/602) I2B81F A EHERRI 2 K22, TUHIRT, 4B, fIE I O-H
BEXBIUVH-O-HEAAITRTEALEL o7

5% 2: (a) STO-3G/HF \= £ 5 EHEBE Mo CPU HAkATH:
AEBE  E RN
SX CrU1 19.4 ¥
SX CPU4 19.5 8
HP712/60 75.5%

5% 3: (b) 6-31G**/MP2 i< & % EH W[ CPU BfkAitk
FHERE EMERH
SX CPU1  702%
SX CPU4  70.3%
HP712/60 173.2%

B Gaussian94 Tid multi-cpu ~OIMIEA R ENTVBRWED T L THEHY, HE,IZ, TOREDEE
BWTIRRICRENDL LH I CPU BRI X 23R EIX & BV EATRENL, £, RIEETHR
LT, SXIZTWSD20ETHALDIZXINRT + =<V ABIEHIZENTREELSD S, (THEMEE L7
DI, AP712/60 i3 WS Lldw R, IEEN b DTHY, Kittr sy —D WS THEL:D DT
BWIHTH b, )

4 HLTI

KELRRTHZIFC., FFHENAFEOMEL BT A /2012, Gaussiandd [CBOY A7 ns s
MOV TEE %477 W2 DSBS % P72, DEC AlphaServer 21005/250 3C ORI B4R Av =T
WiZhBOTN ENEDWBET 2oz, HICEHERMPREVSDOEWOP@BIRLA (HL 201 2k
o BB, SXATHOAE)ED HTUXIGBAL L7z, BREEITNRT, FHERMIE DECIZHERBB L
FUBBEICEZ> TS, LL, HL1/10 BEICLR 5> TW5 b DN & 5 A5, basis function D, i
TTANDORKEE R EEDHEIER LN, —fKZFHE LT, KELLORLFEREOMLEIKEVWE L
PERARV, AP AEVEEDT FOYAEPEL A,

5 KELR (SiggHy)

FINTREND LI H,0 0 L) ZIHITA S VR TIASX4 L TORMEIMA WS & HEL T2
D 2~4 ERRE L DR . SX-4 DEENFTSEBEINR TV, T7/:5 tab:DECvsSX4 ~R L7z L D0k

2Central processor PA7100LC, Clock frequency 60MHz, MIPS 73.0, MFLOPS (DP) 12.9, SPECint92 67.3, SPECfp92
85.3 (7] :

3CPU/Clock Speed 21164/250MHz, SPECint92 277.1, SPEC{p92 410.4, Maximum I/O Bandwidth 132 MB/s {?]

19— 57 7 A VOB, “%Mem = 1GB” &iBM

510_04c DHE 0:35:58.4
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¥ 4: DEC vs SX4

Input File Description of Job CPU Time (DEC) CPU Time (SX4)
2.01 Propene energy 0:00:15.1 0:00:07.6
3_06b CgoO Optimizations (HF) 11:14:52.2 1:47:26.4
4.05b  Larger strained hydrocarbons fregs. 2:01:23.1 0:38:14.5
5.04 N,N-Dimethyl-formamide opt.+freq 3:24:00.7 0:54:30.2
8_02b CH, PES scan 2:14:42.9 0:32:45.2
8_09b Benzene (isodesmic reaction) 2:53:47.4 0:38:44.5
10.0la  Dichloroethane in solution (IPCM) 2:52:17.7 1:10:01.9
10_04c N-methyl-(2-nitrovinly) anime rot. TS 4:28:53 .4 0 0:31:39.9
10_05a Furfuraldehyde (anti) in solution 4:08:21.0 0:12:06.3
10_05b Furfuraldehyde (syn) in solution 4:02:58.7 0:12:12.6

LR THFHBRMOM LA KE VD, SipgHagb VI, DR YKEL S T RE — % ffio aHE AT -
7o ST, SIET B MEMGELFLEAE, SAMTHG LA AR HEF TR LAZbOT, Si
HEEGO—EEO Y LbDTHD, ZDVFAF—IBVTHKEB HETO 1 D12 0oWTHANCENT 5
LU (o Si, H RT3 E5E) RERMBEORHEET% ) T L 2R A,

B, BHEIT ST ICPU Tff e o720 T/ —f3ic. ZDKE { %5 & Direct SCF DA
T&2 [Nk, “SCP=Direct” ZHEL TWA, FDHMRE, LFD LI 2sfhx Lz,

0 /NTA—F L LT “OPT” ZIFE L2 T A, ETOHBBEIK L TRBILYT b Tz,
e “Opt=Z-matrix” & 452 & CHM L, :

o 3-21G/MP2 level (#MP2/3-21G SCF=Direct Pop=Reg Opt) T, DISK 1/0 #fif # i) |- X4 L 5
&L fitmp 2R L2 L TA ER (4 G) 122 dh o7z, (BNQS(INFO): The request received a signal
SIGXTMPF (exeeded temporary file capacity limit)) ,

— SX 77 4 VIERPFE X 1T vy, 10 Gbyte @ local ##4TTH b o 72, {REIEHE b FIFIZ4T 5
b DTHBHHY, “Tile lengths (MBytes): RWF= 7846 Int= 0 D2E= 0 Chk= 2 Ser= 17 &, RWF
DAT8GBRELETH 7,

FIEATIY LA b Old, STO-3G/HF level (#HF/STO-3G SCP=Direct Pop=Reg Opt) {77 - 7= b 0
Thh, 390 B HOMMTEHAIKT Lz BEBEMA/NE W20, “Tile lengths (MBytes): RWF= 64
Int= 0 D2E= 0 Chk= 10 Sar= 1" L7 7 A VB A EWLDTH o 72,

6 F&H
SX4 T Gaussian94 i1 4 2 LA ICEET A L2 HHICTF LOL LU TO LI 1% B,

o INRMETEIZ SX4 L CAT 2 o COMAEM LIZR b e v,
o B CPU LI NT Wi WA pd THHLELZLNS,

o —IE7 7 A WiL/jtmp 2R LWL v,

o XEVIZIGBEEAIBELLFI L v,

STRIERVERIIHIRMRE LTWARTH Y, FEILRERYD T IR/ & — ¥ MOPACO3[?] % b i#6FI L Tw
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A Ty7Al
Al AH771(STO-3G, HF)

$ RunGauss

%Chk=h20.01.chk

%Mem=20000000

#HF/STO-3G SCF=Direct Pop=Reg Fopt

H20

01

0

H 1 rhi

H 1 rh2 2 120.0

rhi1=1.0
rh2=1.0

A2 ANT 74 (6-31G**, MP2)

$ RunGauss

%Chk=h20.02.chk

%Mem=20000000

#MP2/6-31G** SCF=Direct Pop=Reg Fopt
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A3, W77 A VOFIEREMICHEYT 25859
H20
01
0
H 1 rhi

H 1 rh2 2 120.0

rhi=1.0
rh2=1.0

A3 HH774)VOEEREICRET 35849
- Single CPU (é%gﬁﬁﬁﬁﬁ) -~ ST0-3G/HF -~

Job cpu time: O days O hours O minutes 19.4 seconds.
File lengths (MBytes): RWF= 5 Int= 0 D2E= 0 Chk= 1 Scr= 1

-- Single CPU (&ZFHflif}) -~ 6-31G**/MP2 —-

Job cpu time: O days O hours 1 minutes 10.2 seconds.
File lengths (MBytes): RWF= b Int= 0 D2E= 0 Chk= 1 Scr= 1

-- 4 CPU (batch) -- ST0~3G/HF —-

Job cpu time: O days O hours O minutes 19.5 seconds.
File lengths (MBytes): RWF= 5 Int= 0 D2E= 0 Chk= 1 Scr= 1

-~ 4 CPU (batch) ~- 6+31G**/MP2 ——

Job cpu time: O days O hours 1 minutes 10.3 seconds.
File lengths (MBytes): RWF= 5 Int= 0 D2E= 0 Chk= 1 Scr= 1

-~ HP712/60 {2 & A#5R -~ STO-3G/HF —-

Job cpu time: O days O hours 1 minutes 15.5 seconds.
File lengths (MBytes): RWF= 5 Int= 0 D2E= 0 Chk= 1 Scr= 1

-~ HP712/60 {2 & B45H ~- 6-31G**/MP2 ~-

Job cpu time: O days O hours 2 minutes 53.2 seconds.
File lengths (MBytes): RWF= 5 Int= 0 D2E= 0 Chk= 2 Scr= 1
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