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ENENORA MBI BF 2 —BRIUTOLBY THE, RhD 1FEE 3. EF 2 —RBWTRARCETHESDY 3 7 OBRRBELET.
¥7z [Complex) 1%, 208l EDF 2 —2H¥ TRBICETHED Y 3 7 ORAHERET.

321 FHO8FARNOFHEES AL THIEM

SX-3/34R (super) <X7 bILY 3 T8>

Fa—4 | CPURRM | Tl | $EK | Complex |  JLER %
\ - - - - - VI~VS~DSAA 7% 2 —
V1 1RA [ 256MB| 3 4
\ 3RM [256MB| 3 AMB8:00~AM1:00

V3 IR [ S12MB| 2

V4 6BER | S12MB| 2 3
V5 128 | 1GB 1 #A
VX 24 W | 2GB 1 1 - LiGE eV
VP 7R 1GB 1 1 | AM1:00~AMS:00
MDPS - - 1 1 -
RENE | S5H 32MB| - - - 1sh D&

HSP (cchsp) <EiR> 7V 3 THUES

¥a—-% | CPURR | 3f | 45K %
H - - - |HI~E A T F 2
H1 3R | 256MB| 2
H2 6B [256MB| 2
H3 6B | S12MB| 2

LFNE | 3K [ 128MB] -

SP2 (sp2) <Y UTIVY a T

¥a-—4 | CPURHR || £EE | Complex|/ — K} %
S1 12 B |128MB] 6 8 8 [Thin
S3 48 B§R |128MB] 6
S2 12 B |256MB| 12 16 16 |Wide
S4 48 BEf [256MB| 12




SP2 (sp2) <5l 3 T4nsEs

¥a—4 | CPURHE |E2%| 28 | Complex|/ — K #
P1 204 |12smB| 1 1 4 [Thin
P2 24 R [128MB] 1 1 12
P3 24 W6R  |128MB] 1 1 7 |Wide
3.2.2 FM8EIALENER
SX-3/34R (super) <N\7 pIVY 3 THUES
¥a—4 | CPURR |F@H| $EE | Complex i %
\ - - - - VI~V3ADAL T Fa—
\2! 3R [2s6MB| 4 5
V2 1280 |2s6MB| 3
V3 12K | 1GB 2 -
VX 24 B5R | 2GB 1 - |#RiHEY 37
MDPS - - 1 -
REELE 104 |32MB| - —  |sh o&
HSP (cchsp) <@i&> 7Y 3 THuEs
Fa2—4 | CPUR |Eat¥| 2EE | Complex s %
H - - - = |HI~WB ~ONf T¥a—
HI 3B J2semB| 2 =
0 6 R |256MB| 2
0B 6B |s1aMB| 1 3
H 12 F¥f | 1GB 1 KERIEREY a7
SR | 3FE |128MB| - -
HPC (cchpe) <EEY V7Y 3 THES
¥a—4 | CPURM |Faf| 2EE | Complex i %
w1 1208 |128MB| 2 -
W2 120/ [staMB] 2 -
LELE | 104 |32MB] - i
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¥a—4 | CPURH |Fnt| $EE | Complex|/ — N
S1 12/  [128MB] 6 8 8  |Thin
S3 48 B¢ |128MB| 6
S2 12/  [256MB] 12 16 16 |Wide
S4 48 e[l |256MB| 12
SP2 (sp2) <3 3 70>
¥a—4 | CPURR |Eit| $HE | Complex|/ — F¥
P1 204 128MB| 1 1 3 |Thin
P2 24 B |128MB] 1 1 12
P3 24 W5 |128MB] 1 1 7 |Wide
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¥a—4 | CPURM [Fn#| 28K |/ - % kil
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P1=CPUXa+VPUXb
CPU: £ cputime
VPU: R7 MVRESD cputime
RIA=2DEIE. UTFOLBYTT,
a:0.12/sec
b:0.12/sec

OEEEEY -V 2T L (HSP) OFARBEHE
P2=CPUX¢c
CPU: £ cputime
NI A= OlI%. UTFOLBYTT.
¢:0.03/sec

O EHEISX4Y A7 L (SP2 Wide) DFIERBEHE
P3=CPUXd
CPU: £ cputime
AT A—F Ol UFOLBYTT,
d:0.02/sec

®EEI524Y X7 L (SP2Thin) DHBRBEHE
P4=CPUXe
CPU: £ cputime
AT A=2 OlfiE, UTFOLRYTT,
€:0.01/sec

O EFEH —/\ES 2T LHPC)DFI B A M E H %
P5=CPUXf+VPUXg
CPU: £ cputime
VPU: R MVIRERO cputime
NTA—=FOMEIL, UTFOLBYTT.



f:0.06/sec
g:0.06/sec

OFH8E4RA 1B S5FREEIR T HETOHARY

FUFAM P=PI1+P2+P3+P4
OB EIA 2B, 5NFHERY

Ifi 5% P=P1+P2+P3+P4+P5

OB A DEERY AT LICE TS CPUT BENAN OFBERARI. ROLIICENET,

SX-3/34R 432 K (R MRERE LR U AR
HSP 108 A
SP2(Wide) A
SP2(Thin) 36 &
HPC 216 K (X7 PVREEE LR LAK)

fefE U, BFREIRE R CPULRFRGICA L 400 SASEID B THR TS,



4, —ERE
4.1 BFRS475) 70T 5 LDRR

FRBEENTATTVHRBRHEE KR 41LL KRT, ARBENALTA 7T 707 FARFR 0T F40D
BHHLVEEFETUT T LA0YE - BRL VI P b T2 —ICARL TS,

£4.1.1 FRIFEEIATSVTINISLARREE K

% W 21 B "N A

£F Hit FERA SFHE, BEFHEEOREERY AT A JAPIC3

Al & ST KERE (|REREIA 77 O%FIL (SP2 ~OBHE)

([ w3 BIvK  KEbRAE

BE Wik AR TCGMSG £ ¥ ¥ —7 = —AD SP2 ~DHHE

MPILAYE—INv Vv 75475 %2FATAD0

LR OBAE AEUA BF NG

INEERK BEAX  KkERE
BE BT BXK  K¥kK4& | QCLDBRENDDO Web 1 ¥ —7 2 — ADRR
YE »2F BFK KERE

TR EEIHRARELALIAT7) 707 0R3UTDO1 5#TH 5,

HP CHR
colmbs1 COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.
colmbs2 COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.

crys88 CRYSTALSS: ab initio LCAO-HF program for crystal systems

g9%4 GAUSSIAN94: ab initio molecular orbital calculations

gamess general atomic and molecular electronic structure system

hondo8 HONDO version 8.5: ab initio MO calculation

jamol4 ab initio LCAO MO SCF calculation

jason2 CASSCF calculation with large basis set

koto KOTO: ab initio molecular orbital calculations

meld program for many electron description

mm2 molecular mechanics calculation by MM2 force field model

mopac? MOPAC version 7:a general molecular orbital package
SP2JR

g94l GAUSSIAN94 : ab initio molecular orbital calculations (for LINDA)

molpro96 MOLPRO96.4
tcgdmpl (SUBROUTINES) tcgdmpl:interface from TCGMSG4.0 to IBM POE MPL
tcgmsg (SUBROUTINES) TCGMSG:message passing library for theoretical chemistry



#4.1.2 IRISL54T5U-K

*** SX-3 VERSION ****

PROGRAM PROGRAM TITLE
amoss AMOSS
asl (SUBROUTINES)ASL/SX: Advanced Scientific Library/SX
blas (SUBROUTINES)BLAS Library
colmbsi COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.
colmbs2 COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.
crys88 CRYSTALS8S: ab initio LCAO-HF program for crystal systems
g92 GAUSSIAN92: ab initiomolecular orbital calculations
g94 GAUSSIANY4: ab initiomolecular orbital calculations
gamess general atomic and molecular electronic structure system
hitac (SUBROUTINES)M680 or S820 -» SX-3 convert library
hondo7 HONDO version 7: ab initio MO calculation
hondo8 HONDO version 8.5: ab initio MO calculation
imsl (SUBROUTINES)IMSL Library
jamol4 ab initioLCAO MO SCF calculation
jason2 CASSCF calculationwith large basis set
koto KOTO:ab initiomolecular orbital calculations
masphyc material design system by means of comp. phys. and chem./MD engine
math (SUBROUTINES)mathematical Library
meld program for many electron description
mm2 molecular mechanics calculationby MM2 force field model
mopac? MOPAC version 7: a general molecular orbital package
numpac (SUBROUTINES)NAGOYA university mathematical program package
sxview SXVIEW

**** HSP VERSION ****

PROGRAM PROGRAM TITLE
asl (SUBROUTINES)ASL/SX: Advanced Scientific Library/SX
blas (SUBROUTINES)BLAS Library
colmbs2 COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.
g92 GAUSSIAN92: ab initiomolecular orbital calculations
g94 GAUSSIAN94: ab initiomolecular orbital calculations
gamess general atomic and molecular electronic structure system
hitac (SUBROUTINES)M680 or S820 -» HSP convert library
hondo8 HONDO version 8.5:ab initio MO calculation
math (SUBROUTINES)mathematical Library
meld program for many electron description
mm2 molecular mechanics calculationby MM2 force field model
mopac? MOPAC version 7:a general molecular orbital package
numpac (SUBROUTINES)NAGOYA university mathematical program package



**** HPGC VERSION ****

PROGRAM PROGRAM TITLE
colmbs1 COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.
colmbs2 COLUMBUS: a program system for SCF, MCSCF and MR-SDCI calc.
crys88 CRYSTALB8S8: ab initioLCAO-HF program for crystal systems
g94 GAUSSIAN94: ab initio molecular orbital calculations
gamess general atomic and molecular electronic structure system
hondo8 HONDO version 8.5: ab initioMO calculation
jamol4 ab initio LCAO MO SCF calculation
jason2 CASSCF calculationwith large basis set
koto KOTO:ab initiomolecular orbital calculations
meld program for many electron description
mm2 molecular mechanics calculationby MM2 force field model
mopac?’ MOPAC version 7:a general molecular orbital package

*** SP2 VERSION ****

PROGRAM PROGRAM TITLE
assign assign diagram for the assignment of vib-rot spectra
atomci Calculation of electronic states of atomic system
band1 extended HUCKEL calculations of one-dimensional polymers
be3 Vibrational and rotasional spectroscopy
bgstr3 BIGSTRN3:a general purpose empirical force field program
cndos CNDO/S-Cl: modified CNDO and Cl method
g92 GAUSSIAN92: ab initiomolecular orbital calculations
g94 GAUSSIAN94: ab initio molecular orbital calculations
g94l GAUSSIANGY4: ab initio molecular orbital calculations (for LINDA)
gamess GAMESS: ab initio molecular orbital calculation(for POE)
hondo8 HONDO version 8.5: ab initio MO calculation
jamol4 ab initioLCAO MO SCF calculation
jason2 CASSCF calculation with large basis set
mm2 molecular mechanics calculationby MM2 force field model
molpro96 MOLPRO96.4
numpac (SUBROUTINES)NAGOYA university mathematical program package
series LOOMIS-WOQOD diagram for finding line series
tcg4mpl (SUBROUTINES)tcg4mpl:interface from TCGMSG4.0to IBM POE MPL
tcgmsg (SUBROUTINES)TCGMSG:message passing library for theoretical chemistrty
unics3 universal crystallographic computation program system
wigner magnitudes of 3-J and 6-J symbols

ey NMISC *e

PROGRAM PROGRAM TITLE
crystruct crystruct3/SD
masphyc material design system by means of comp. phys. and chem./Workbench



4.2 T—HR—RARIKA

FFHT = N=RE LTHE2HDT — S R—APBFEN TV b, BARBETOTF— ¥ R —ZZUT D
BN THbB,

- QCLDB (BEFbLEIMRT— 5 x—2)
- FCDB (WOoEEDF— ¥ ~—2X)

PR S EFEIHRBERINT— 5 OBFBIIDTO®EY T %,

() QCLDB 3506 1%
@ FCDB 195 &



5 Fr8

£3:s

STEEBRERAL S SUHBAER

51 FIHBRHE7AY 7 b IUFEESR

FIHEDE | FIRRS | 70V M| 14 & S = ¥
A EEEIERE ESE
DFRE | RRRFIA 161 564  36,770] 32,230 25,080] 12,892,000 10,032,072
B 7 8 2,190 1,735 88 694,000 35,042
] 31 133  18,715| 16,844] 14219] 6,737,600] 5,687,768
EEZ | R 1 2 150 150 0 60,000 0
] 1 o 600! 540 374 216,000 149,747
& &t 201 71 58,425|  51,499]  39,761] 20,599,600 15,904,629
) TZToCPURRIE#RIZ. REBEH L BE(RE/M00=FRESH %2 T-> TEHLE DD TT,
52 BHEHS LUHEZRBIRR
£ B | &hR SN ] KW/
RS
kwH | SX-3| HSP | HPC | SP2 | ¥#y
Friss4 Al 382,870 711 711 o 7100 711 538
sA| 3747200 731 726 o 734 730 513
68| 355,700] 709 709 o 7094 709 502
78| 452290 735§ 736 o 73d 736 615
8A| 415370 732 734 o 544 670 620
9A| 405460 7100 710] 7100 700{ 708 573
10H] 356,290 666 674] 672 674 672 530
118] 333,330] 665 665 632 665 657 507
12H] 340,360 734 732] 731 734 733 464
FERoFE1A| 424,590 662 662 731 734 697 609
28 342,840 638 638] 662 662 650 653
3A] 381,680 7320 734] 734 734 734 734
A &t 4,565,500] 8,425| 8,431| 4,872 8336 7,516 607
5.3 FEHEFBKR
£ A CPU/E AR VPURF S
sX3 [*3] HSP |*1| HPC | *2| sp2 [*48]| sx-3 | *3| sx3 | HSP | ”HPC | SP2
FrEstE4A| 1,811 85 676] 95 of o 12,742] 37 984] 46| 1,740 742) o] 2,132
5A| 1,612] 74 657] 90 o] o 17,613 50 781 36] 2,238 670) o] 2,490
68| 1.832] 86 673] 95 of d 9,260 27 770] 36] 1,568 715 o] 2,166
78] 1,623 74 680 92 of o 9430 27 767] 35| 3,054 5571 o] 2397
8H| 1,474] 67 717] 98 of o 6,639 25 704] 32| 2,354 694 o] 1,548
98| 1.822] 86 683] 96 937 66|  9,534] 28 799 38| 3,458 6200 694] 2,189
10A] 1,554| 78 633 94 744] 551  9,578] 30 759 38] 3,381 713 704] 2,597
118] 1,750[ 88 630] 95| 1,023] 81] 13,880 43 873 44] 3,959 469 446| 2,594
128] 2,051] 93 610] 83| 1,052] 72| 31,448 89 944] 43| 2,725 743 440] 4,800
Frgoe1A| 1,391 70 512| 77 911] 62| 12,644 36 543] 27] 1,211 854  488] 2,164
28| 1,753] 92 606] 95| 1,066] 464 18,142] 57 627] 33] 1,901 1,036 506] 2,432
38 2,116] 96 683] 93] 1,199] 514 21,399 61] 1,071] 49 895 605} 547] 2,068
& & | 20789] 82| 7,760 92| 6,932 71} 172,309 43| 9,622| 38| 28,484 8422 3,825 29,577




5.4 75 X5 CPU {EFIFRE

5.4.1 SX-3/34R

VD (V2) (V3) (V4) (V5) vX) | vp) | MDPS)| & it ETC) |# & &
SRR 8% 4| 74:32:19 | 223:06:17 | 83:02:34 | 442:12:21 | 585:04:52 | 0:00:00 | 0:00:00 | 0:00:00 | 1407:58:23 | 403:21:47 | 1811:20:10
S5H| 60:32:34 | 220:04:37 | 136:49:37 | 400:31:08 | 562:35:28 | 0:00:00 | 0:00:00 | 0:00:00 | 1380:33:24 | 231:17:13 | 1611:50:37
68| 82:19:14 | 183:27:27 | 65:53:26 | 562:58:59 | 574:13:26 | 0:00:00 | 0:00:00 | 0:00:00 | 1468:52:32 | 362:42:31 | 1831:35:03
7Rl 92:34:17 | 193:13:45| 92:14:13 | 477:20:07 | 668:30:23 | 0:00:00 | 0:00:00 | 0:00:00 | 1523:52:45 | 98:56:27 | 1622:49:12
8A| 235:17:37 | 289:02:30 | 833:34:25 | 0:00:00 16:48:50 | 0:00:00 | 0:00:00 | 0:00:00 | 1374:43:22 | 98:58:34 | 1473:41:56
9A| 321:09:20 | 827:13:50 | 591:38:58 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00{ 0:00:00 | 1740:02:08 | 81:29:34 | 1821:31:42
108} 152:26:37 | 677:38:27 | 531:09:18 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 1361:14:22 | 192:32:55 | 1553:47:17
11 A| 144:28:23 | 547:27:52 | 805:35:56 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 1487:32:11 | 252:35:07 | 1750:07:18
12 A} 196:12:04 | 660:06:52 | 1011:22:37| 0:00:00 0:00:00 ] 0:00:00 | 0:00:00 | 0:00:00 | 1867:41:33 | 183:20:34 | 2051:02:07
Fr% 94 18] 148:05:08 | 255:47:30 | 859:30:49 | 0:00:00 0:00:00 ] 0:00:00 | 0:00:00 | 0:00:00 | 1263:23:27 | 127:50:22 | 1391:13:49
2A] 176:45:37 | 381:47:56 | 767:50:43 | 0:00:00 0:00:00 ] 0:00:00 | 0:00:00 | 0:00:00 | 1326:24:16 | 426:49:06 | 1753:13:22
341 130:19:12 | 325:39:42 | 1356:29:30] 0:00:00 0:00:00 | 0:00:00 }0:00:00 | 0:00:00 | 1812:28:24 | 303:49:04 | 2116:17:28
& i |1814:42:22] 4784:36:45] 7135:12:06 | 1883:02:35{2407:12:59] 0:00:00 | 0:00:00 | 0:00:00 |18024:46:47 | 2763:43:14| 20788:30:01
5.4.2 HSP
(H1) (H2) (H3) (H4) & &t EIC) | # & &
Rk 84 4A| 136:40:23 | 215:26:12 | 147:13:43 0:00:00 499:20:18 | 176:55:33 676:15:51
5A| 103:45:11 | 191:07:36 | 190:30:06 0:00:00 | 485:22:53 | 171:27:36 656:50:29
64| 113:51:34 | 203:00:01 | 119:43:05 0:00:00 | 436:34:40 | 236:26:52 673:01:32
78] 130:41:42 | 164:53:52 | 106:34:02 0:00:00 | 402:09:36 | 277:22:51 679:32:27
8H| 159:13:02 | 250:38:19 | 126:59:22 0:00:00 536:50:43 | 180:15:49 717:06:32
9H| 137:03:52 | 196:01:55 | 108:50:49 0:00:00 | 441:56:36 | 240:36:43 682:33:19
10H| 85:43:11 | 147:35:00 | 161:17:10 0:00:00 | 394:35:21 | 238:16:27 632:51:48
118} 117:06:32 | 141:47:07 89:18:21 0:00:00 348:12:00 | 281:46:13 629:58:13
12 8| 128:08:07 | 243:59:33 | 177:33:56 0:00:00 549:41:36 60:16:44 609:58:20
Rk 9% 18| 151:01:55 | 207:09:56 | 129:58:37 0:00:00 488:10:28 24:09:08 512:19:36
2H| 184:17:39 | 229:18:23 | 163:22:01 0:00:00 | 576:58:03 29:49:45 606:47:48
34| 150:46:53 | 255:09:00 | 194:57:32 0:00:00 600:53:25 82:33:20 683:26:45
&  Ft | 5010:20:38 [11388:42:03| 1716:18:44| 0:00:00 |5760:45:39 | 1999:57:01 | 7760:42:40
5.4.3 HPC
(W1) (W2) & &t (ETC) # & @
Rk 84 4H| 0:00:00 0:00:00 0:00:00 0:00:00 0:00:00
5H| 0:00:00 0:00:00 0:00:00 0:00:00 0:00:00
6H| 0:00:00 0:00:00 0:00:00 0:00:00 0:00:00
78] 0:00:00 0:00:00 0:00:00 0:00:00 0:00:00
8A| 0:00:00 0:00:00 0:00:00 0:00:00 0:00:00
9A| 124:49:42 | 331:40:32 | 456:30:14 | 480:42:21 937:12:35
108| 167:28:46 | 322:26:46 | 489:55:32 | 254:25:25 744:20:57
11 8] 131:49:30 | 283:43:26 | 415:32:56 | 60708:48 | 1022:41:44
12 A| 159:06:34 | 316:56:28 | 476:03:02 | 576:07:48 | 1052:10:50
Yk 9% 18| 173:01:56 | 252:09:56 | 425:11:52 | 485:43:33 910:55:25
28| 99:58:01 | 335:45:23 | 435:43:24 | 630:35:55 | 1066:19:19
3H| 213:02:08 | 423:15:05 | 636:17:13 | 562:36:13 | 1198:53:26
& &t 1069:16:37 | 2265:57:36 | 3335:14:13 | 3597:20:03 | 6932:34:16




5.4.4 SP2

SDH (82 (S3) (4 (P1) (P2) (P3) #® & &
Fr% 84E 48] 685:10:38 | 1267:32:31| 1670:33:10 | 3980:45:02 | 7:32:32 5091:13:19| 39:04:26 12741:51:38
5H| 854:55:49 | 1858:36:06 | 1457:43:23 | 4715:09:24 | 16:51:38 | 7070:02:12 | 1640:07:57 | 17613:26:29
64] 1026:20:02 | 1547:27:12| 1823:51:35 | 4555:24:58 | 12:04:48 134:48:16 | 160:21:21 9260:18:12
7R} 1277:02:20 | 1820:30:37 | 1311:03:47 | 4738:52:15 | 0:48:54 203:44:41 77:44:25 9429:46:59
8A| 712:07:52 | 1020:51:19| 1099:01:09 | 3701:22:29 | 0:15:34 2:51:53 102:41:56 6639:12:12
9H] 1004:41:17 | 1725:57:37 | 2493:53:46 | 4252:29:05 1:39:15 42:47:53 12:43:43 9534:12:36
10| 1758:30:46 | 1355:04:45| 850:13:40 | 5342:05:50 | 3:40:22 188:32:18 79:34:24 9577:42:05
11 A} 1080:06:06 | 1161:09:47 | 1796:58:10 | 5768:54:41 | 19:28:16 | 3007:57:57 | 1045:12:47 | 13879:47:44
12 8] 1482:41:32 | 3073:26:47 | 2689:12:26 | 9658:42:23 | 21:20:44 |11160:49:53] 3362:06:41 | 31448:20:26
R 94 18| 942:28:57 | 1317:24:13 | 1564:5628 | 4852:25:41 | 27:08:06 | 2928:18:39 | 1011:31:59 | 12644:14:03
2R] 1527:56:52 | 1692:38:11 | 984:03:03 | 6714:15:28 | 36:03:39 | 4164:14:49 ] 3022:54:37 | 18142:06:39
3H] 493:06:35 | 1575:37:06 | 1963:41:07 | 7130:29:06 | 27:51:24 | 6794:55:40 | 3413:08:55 | 21398:49:53
4 3 |12845:08:46(19416:16:11]|19705:11:44 |65410:56:22 | 174:45:12 }40790:17:3013967:13:11 | 172309:48:56
5.5 VPU {EHkKRE
5.5.1 SX-3/34R
(V1) (V2) (V3) V4 (V5) vX) { vP) | MDPS)| & @ (ETC) # & @
Rk 84 48] 11:41:03 | 54:54:12 | 21:55:24 | 115:03:46 | 272:04:21 | 0:00:00 | 0:00:00 | 0:00:00 | 475:38:46 | 508:46:29 984:25:15
SAH] 12:16:03 | 60:27:01 | 16:33:05 | 140:48:44 | 238:32:11 | 0:00:00 | 0:00:00 | 0:00:00 | 468:37:04 | 312:14:18 780:51:22
6H] 3:16:05 6:27:45 0:31:13 23:38:31 | 55:25:51 | 0:00:00 | 0:00:00 | 0:00:00 89:19:25 | 680:49:40 770:09:05
7AH| 1:40:58 | 18:31:55 6:38:01 21:30:48 | 55:47:34 | 0:00:00 | 0:00:00 | 0:00:00 | 104:09:16 | 662:46:21 766:55:37
8Al 40:53:19 | 52:46:12 | 354:15:19 | 0:00:00 | 15:20:29 | 0:00:00 | 0:00:00 | 0:00:00 | 463:15:19 | 240:59:53 704:15:12
9A| 91:11:21 |167:36:26 | 151:41:10 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 410:28:57 | 388:35:12 799:04:09
10A| 17:29:43 | 87:34:55 | 72:07:19 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 177:11:57 | 582:01:14 759:13:11
11 4] 34:32:24 }190:20:33 | 213:36:57 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 436:28:14 | 434:43:43 873:13:37
128 35:14:58 |121:54:17 | 243:46:13 | 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 0:00:00 944:15:13 944:15:13
SERk 9% 18] 44:52:00 | 47:49:31 | 343:46:34 | 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 436:28:14 | 106:31:14 542:59:28
28| 39:48:55 | 93:04:43 | 205:07:43 | 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 338:01:21 | 289:02:44 627:04:05
3A| 28:33:59 | 28:12:42 | 592:55:40 | 0:00:00 0:00:00 | 0:00:00 | 0:00:00 | 0:00:00 | 649:42:21 | 421:09:31 1070:51:52
& 7 1361:30:57 [ 929:40:12 {2222:54:28 | 301:01:49 | 637:10:26 | 0:00:00 { 0:00:00 { 0:00:00 | 4051:22:34 | 5571:55:32| 9623:18:06
XFERL 84E 12 HE D VPU HAKMIZ. JATFLAEER XD TF—FHEDLEHHEANETD S,




56 3 JNBHH

5.6.1 SX-3/34R

VD | v vy | vhH | vs | v | (VP [(MDPS) A& it
g 84 48 916 332 126 213 102 0 51 0 1,740
sA| 1,406 246 133 222, 170 0 61 0 2,238
6H 704 287 95| 267 131 0 84 0 1,568
78] 1,953 377 35 250 124 0 0 0 3,054
8Al 1211 288 853 0 2 0 0 0 2,354
9K 953 264 2,241 0 0 0 0 0 3,458
108 985 223] 2,173 0 0 0 0 0 3,381
18] 1,039 261] 2,659 0 0 0 0 0 3,959
128 964 309] 1,452 0 0 0 0 0 2,725
R 9% 18 497 179 539 0 0 0 0 0 1,211
28 966 286 64 0 0 0 0 0 1,901
38 405 128 362 0 0 0 0 0 895
& @t 11,999 3,180 11,628 952 529 0 196 0 28,484
5.6.2 HSP 5.6.3 HPC
H) | H2) | ¢3) | Hb & &t W1 | (W2) & &t
SRR 84 48 428 201 113 i 742 SRk 84E 4H 0 0 0
;] 340 222 108 a 670 5H 0 0 o
68 376 230 109 o 719 64 0 0 o
78 327 161 69 d 557 78 0 0 o
8H 349 221 124 a 694 8A 0 0 o
9A 357 178 85 d 620) 98 370 324 694
108 333 259 121 a 713 10A 431 273 704}
118 240 169 60 0 469 118 284 162 444
128 401 237 105 d 743 128 310 130 440)
FRE 94 1H 413 318 127 a 858 Rk 9% 18 289 199 489
28 555 362 119 d 1,036 28 195 311 506
38 334 189 82 q 603 38 239 308 547
G 4,453 2,747 1222 a 8,422 & &t 2,118] 1,707 3,825
5.6.4 SP2
(S1) S2) | (S3) (S4) (P1) P2) P3) & &
Rk 84 48 635 684 178 443 111 30 51 2,132
5H 638 830 344 389 93 55 141 2,490
68 395 845 269 431 129 46 51 2,166
78 624| 1004 189 384 73 70 53 2,397
8H 405 536 154 319 50 49 35 1,548
98 637 826 226 325 54 55 66 2,189
108 600 673 368 506 82 139 229 2,597
118 667 698 285 327 282 183 152 2,594
128] 1237 1519 782 708 268 160! 126 4,800
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User's Guide

Thisbook explainsthe componentsthat make up SUPER-UX OperatingSystem environment.
User's Reference Manual
Thisbook describescommandsand applicationprogramsavailableto usersof the SUPER-UXoperatingsystem.If usersare not alreadyfamiliarwith t
he SUPER-UXoperatingsystem,they canreferto the SUPER-UX User'sguide for details.
Programmer's Guide
Thisbook describesprogrammingnethodsfor the SUPER-UX environment.
Programmer's Reference Manual
Thisbook describescommandsand applicationprogramsavailableto usersof the SUPER-UXoperatingsystem.If usersare not alreadyfamiliarwith
the SUPER-UXoperatingsystem,they can referto the SUPER-UX User'sGuidefor details.
NQS User's Guide
Thisbook explainshow to createbatch transactionsusing the Network QueueingSystem(NQS)n the SUPER-UXoperatingsystem.
Programming Language Support Reference Manual
Thisbook describesthe SUPER-UX Clibraryand variousprogrammingools.

C Programmer's Guide



®

Thisbook describesthe C languagecompilersavailablefor the SUPER-UXoperatingsystem.

FORTRAN77/SX Language Reference Manual

Thisbook explainsFORTRAN77/SX, the FORTRANT77 languageused underthe SUPER-UX software. FORTRAN77/SX conformsto the
InternationalStandardISO 1539-1980 and AmericanNationalStandard ANSIX3.9-1978 fulllanguageFORTRAN (alsocalledFORTRAN77). A
varietyof extendedfunctionsisincludedwith FORTRAN77/SX

(9) FORTRAN77/SX Programmer's Guide

(10)

()

(12)

(13)

(14)

(15)

(16)

(17)

(18)

Thisbook describesthe FORTRANT77/SX compier for the SUPER -UX operating system. This manual focuses on the FORTRANT77/SX featurs thai
improve programperformance.

FORTRAN77/SX Multitasking User's Guide
Thisbook isamultitaskingprogrammer'guide for the FORTRANT77/SX running on the SUPER-UX OperatingSystem. This guide provides
informationrangingfrom thebasic knowledgerequiredfor multitaskingto high-levelmultitaskingapplications.

PHIGS PLUS Programmer's Guide
Thisbook explainsthe Programmer'HierarchicalnteractiveGraphicsSystem(PHIGS).
The PHIGSlibraryisbasedon the PHIGSspecificationsof the InternationalOrganizationfor Standardization(ISO)and InternationalElectrotechnical
Commission(IEC)It dividesgraphicsdisplayfrom themanagementof graphicsdata. Graphicalprimitivescan be editedusing addition,deletion,and
rearrangemenfunctions. Graphicaldata in the libraryis structured hierarchicallyallowingcomplicatedshapesto be constructedsimply.

NALYZER-P/SX Reference Manual
Thisbook explainsthe ANALYZER-P/SX,a FORTRAN programanalysistool for performanceimprovement.

PARALLELIZER/SX Reference Manual
Thisbook explainsthe PARALLELIZER/SX a programmingsupport tool to enablehigh-speedprocessingusing vectorizationand parallelizatiorin
the X window environment.

DBX User's Guide
Thisbook explainshow to use DBX on the SUPER-UXoperatingsystem.dbx allowsuserprogramsoperatingon SUPER-UXto be debuggedby
specifyingvariablenamesandlinenumbersdescribedthe debugsource program.dbx supportsthe followingprogramlanguages.

PDBX User's Guide
Thisbook explainshow to usepdbx on the SUPER-UXoperatingsystem.pdbx allowsuseprogramsoperatingon SUPER-UXto be debugged
specifyingvariablenamesand linenumbersdescribedin the debugsource program.pdbx supportsthe followingprogramlanguages:

GKS Programmer’'s Guide
Thisbook describesthe NEC SX Seriessupercomputerimplementatiomf the GraphicalKemnel System(GKS).GKS isastandardset of
FORTRANT77 subroutinesand C functions,adoptedby theInternationalOrganizationfor Standardization(ISO)that canbe invoked by an
applicationprogramto performcomputergraphicstasks. GKS subroutinesand functions enablean applicationprogramto

Mathmatical Library/SX User's Guide(Functional Description)
Thisbook describesthegeneralconceptsand functions of the MathematicalLibrary/SXVersion2 (MATHLIB/SXV2), whichwasdevelopedasone
of theinterdisciplinarapplicationsoffered underthe SUPER-UXoperatingsystem.

Mathmatical Library/SX User's Guide(Algorithms)
Thisbook describesthealgorithmsof subroutinesof the MathematicalLibrary/SXVersion2 (MATHLIB/SXV2), with wasdevelopedasoneof the

interdesciplinarcommon applicationsservicedunderthe SUPER-UXoperatingsystem.
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(22)

(3)

(24)

(@5)

Mathmatical Library/SX User's Guide(Examples)
Thisbook describesthe generalconcepts and functionsof the Mathematicallibrary/SXVersion2 (MATHLIB/SXV2), whichwasdevelopedasone
of theinterdesciplinarcommonapplicationsoffered underthe SUPER-UX operatingsystem.

Advanced Scientific Library/S2 User's Guide(Basic Functions Vol.1)
Thisbook describesgeneralconcepts, functions, and methodsof using the Advanced ScientificLibrary/SX(ASL/SX)whichwasdevelopedasone of
theinterdesciplinarcommonapplicationsoffered underthe SUPER-UX operatingsystem.
This manualscorrespondingto thisproduct consist of six volumes,which are divided into the chaptersshown below. Thisbook describesthebasic
functionsof volume1.

Advanced Scientific Library/SX User's Guide(Basic Functions Vol.2)
Thisbook describesgeneral concepts, functions,and methodsof usingthe Advanced ScientificLibrary/SX(ASL/SX)which wasdevelopedasone of
theinterdesciplinarcommonapplicationsoffered underthe SUPER-UX operatingsystem.
This manualscorrespondingto thisproduct consist of six volumes,whichare dividedinto thechaptersshown below. Thisbook describesthe basic
functions of volume2.

Advanced Scientific Library/SX User's Guide(Basic Functions Vol.3)
Thisbook describesgeneralconcepts, functions, and methodsof using the Advanced ScientificLibrary/SX(ASL/SX)whichwasdevelopedasone of
theinterdesciplinarcommonapplicationsoffered underthe SUPER-UX operatingsystem.
This manualscorrespondingto thisproduct consistof six volumes,whichare divided into the chaptersshown below. Thisbook describesthe basic
functions of volume3.

Advanced Scientific Library/SX Users Guide(Basic Functions Vol.4)
Thisbook describesgeneralconcepts, functions, and methodsof usingthe Advanced ScientificLibrary/SX(ASL/SX), which wasdevelopedasone of
the interdesciplinarcommonapplicationsoffered underthe SUPER-UX operatingsystem.
This manualscorrespondingto thisproduct consistof six volumes,which are divided into the chaptersshown below. This book describesthe basic
functions of volume4.

Advanced Scientific Library/SX User's Guide(Extended Function)
Thisbook describesgeneralconcepts, functions,and methodsof usingthe Advanced ScientificLibrary/SX(ASL/SX)which wasdevelopedasone of
the interdesciplinarcommon applicationsofferedunderthe SUPER-UX operatingsystem.
This manualscorrespondingto thisproduct consistof six volumes,whichare divided into thechaptersshown below. Thisbook describesthe extended
functions.

Advanced Scientific Library/SX User's Guide(Parallel Processing Functions)
Thisbook describesgeneralconcepts,functions,and methodsof usingthe Advanced ScientificLibrary/SX(ASL/SX)which wasdevelopedasone of
the interdesciplinarcommonapplicationsoffered underthe SUPER-UX operatingsystem.

This manualscorrespondingto thisproduct consistof six volumes,whichare divided into thechaptersshown below. Thisbook describesthe parallel

processingfunctions.
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5FHLE—X] D5SOERE
Scientifically, we started, 1 hope, a long standing collaboration. Quite a lot of work was carried out and various papers have
already resulted and others are in the process of being completed. However, in various occasions 1 felt the Computational

resources were below my expectations and some projects had to be interrupted.

Ornellas, Fernando Rei
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[BEE 3]
QCLDB % World Wide Web L T T3 L4 ELT5FE

Professor Ito

Director General of the Institute for Molecular Science

Okazaki, Japan

Dear Professor Ito

I am writing concerning the Quantum Chemistry Literature Data Base (QCLDB), compiled and maintained by a group of
Japanese quantum chemists and distributed throughout the world.

The group who have created and are maintaining the QCLDB have done a very important service to the quantum chemistry
community worldwide. Unlike general chemisry and physics literature data bases, such as Chemical Abstracts, QCLDB is
focused for the needs of quantum chemistry researchers and other chemists who need to find out what theoretical calculations have
been carried out on specific molecules and with what results. It is extremely difficult to extract this kind of data from the huge
number of entries in more general data bases. The availablity of QCLDB helps avoid unnecessary duplication and wasted effort,
and helps the researcher design more useful research plans which build upon the experience of previous work.

Until now QCLDB has been distributed mainly as computer tapes (or other electronic media), with annual updates, to be
purchases by research groups and installed on their own computers or workstations. This procedure is cumbersome, and cannot
keep up continuously with the rapid developments in quantum chemistry research. With the establishment of the Internet and the
World-Wide Web, it is now possible to provide a much more convenient and timely service by making the data base accessible on
the Web and keeping it continuously up-to-date. Such a service is bound to become very well-known and popular in the quantum
chemistry community and among many other chemistry researchers. With the increasing popularity of quantum chemistry
theoretical calculations in many fields of chemical research, including organic and inorganic chemistry, such a service should have
a very beneficial impact on further progress in chemistry. I request and urge you to do whatever you can to support the

achievement of this kind of service.
Thank you very much for consideration of this matter.
Sincerely,

Isaiah Shavitt

Professor Emeritus

Department of Chemistry Telephone: 614-292-1668
The Ohio State University Fax: 614-292-1685
Columbus, OH 43210-1185 E-mail: shavitt@mps.ohio-state.edu
USA
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