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16P:16 PARALLEL /C: COMMAND CHAIN

1.4 CPUZEEOHZIEEDA X—

FNTRCDIIREEREIODHRRIEBEDO S u g s a7 TREDLITEDLNBIZE D%
Ab initio SCF MOSHE®D 7 un 54 JAMOLS 2N 1.1 DN T 4 ek 72007 =0
DIERDE 1.4 TH%. MEBOABLILI(E-NSDT, BHDTB IS 4D LB 28EEDLIC
£h, 30 IOEHDHRE 25 Lv IONDHEAEMIK-T12E BT, Ny bl Eieh
Do Thb. BILADHETHEET 7 227 » 1 VKRR ER, X2 227 7 1 Vic/85 L
I10%B M T, BANLTOTVBRCEL T, ML 3R EAE—DSETESILIHIThHb. B
TRV 7 4 o DFE IS CPURME & ETRHDOZENDTOL—HTH %, ¢DY s 7O IOE K
4 FET, TEDOF 4221tk ? IORMIE30FHFEMESINIDS, FIODOHRIEL L,
ZEC s TORBET TR IOBETE CTh ot X S ic@bhb, CPURBMMST »&E g1

FHZH IO IZAE D DR 2 EDTIZTTH %o

F1.4 STHBEHEICKYAIETEE SV IODER, 7o 25 41k JAMOLS, /€5 L
WIODNY 7 »8id 2, k7407 DBA, 1BDT7 >4 VOABEDT 4 2 0%

AT,
{FE—PORPHINE> 184 CGTO “S
COMPUTER CPU MIN) E-TIMEMIN) RATIO
S5—810 30 31 1.0
DIRECT:ES, SEQUENTIAL:PIO
{FE-PHTHALOCYANINE> 284 CGTO “S
COMPUTER CPU MIN) E-TIMEMIN) RATIO
S—810 79 90 1.1

DIRECT:ES, SEQUENTIAL:PIO



\
H ~,
H\ H | N/C\ C N I;I
(¢’ / N \
H / \ H H\c /C\C/C\ ! /C \C/C\C/H
79"C\®p/0“\({/ | | NFe-N[ | |
] —_ ! — .
H —G, i C—g-H H/C\C/C % i 7? ~Ng-C~H
Nt S N
g-0~¢" 1 NeO-m i VS "
\ ! / C—
/C\C/N\C/C\ / (‘\
H \ H H—q P—H
P& <
H H H H

K11 @RV v &y 4ur=y

M1.22RTOIIZE0. BLADOER VT 4 L HED CPURM 2B 6 REETT Soy FL
RbDTH b0 ETHREE A -V BED LD THMETIRAL Th %o 19874 b bYFELD
ER=/—T 22— EABES — XXXHA D, JAMOLS 72 5A N bvfbL T JAMOL 4idis
312590 HFHDHITHFRETH D0, §¥V7 4 D CPURRIE 3 FLicis 512595, Z2Hic 10
K1 32MATAENS OBERTRHEADFAITH %0 3 5B HL T CPURKMDI L e THuh
W IORRDE»IMBE > EHEETL o HFXRVT 4 B EBRNILHTF—IODBH 25725 B
EHREICE LI L EDA XU ThH bBo

1.2 D195 FEDIATOHEIGEANT 4 T ANV IRV T 4 o ThHBHY, FFROHRKE
WIREALERILTH Do CORRDETRAT O LAELZIED THoNTRE 2182 F TORMIHE
2 DFIRGICE b B & Z 2 Fo 19TIFRDTFH L & —% RS I BITHE & D FIRID KN 2HER Yoo
1979 > 5 1986 F & TIRE S ADWEFEMDE Y DB TDH %0 Fu 5420 TiE, 1975 F 0
JAMOL2 %> 5 1979 D JAMOL3 NI KIBIZHEL 1205, ZDHKIF CPURE >V TIR T v s T4
Lok n®FEI LD, H1L2IRSN TS & 51T 1976 F 0> 5 1987 Fik HEAFOMEDOR R T
»b, CPURMIT2EHAD1, EIRHET26HHD1, ZNTHuBHBELFIO ML 2E K
EUBBAB S ELTHWDEDTH %o



CPU Hokkaido Univ.

600 FACOM 23075
min
two years
(Elapse time)
IMS
HITAC
M—-180H
120 two days
60
S—XXX
30 4 min 9

1975 1979 1982 1986 1987

Mi12 CPURMEETREM (Elapse time) DOEH
JAMOLZu 25 2k 28407 4 Dab initio SCF MO EHEJEL 1975
FORER INV IRV T 4 v, HEREOEHEN— Y c 7OALE 70 75 4
DOREFEIT & %,

BRI RENRBICE Y 2 —FRELRORBERE CPURRBOHRE2£Z1.51cLUTRLII. M1.2 &
RE~3 & BERED,



*1.56 FIREKE CPURHOHER

53 £ & 54 fE B 55 4 & 56 &£ &
SoE oML o2 > M-180 R M—180 R M—200H M—200H,M-/1\80
& i % - 28 208 M—-180 B & A
378 A A| 9A»LE A | 200HEA180BA % A
qMOH F K
% 1 Aa 48 70 69 91
L5 I A 107 254 325 330
& 5 155 334 394 421
B B = i) 1, 087 6,071 6, 553 6,721
Fl g (200HZFH®
2 A B 929 4, 666 11, 033 10, 230
HE | #F Elf 816 3,171 7,427 8,306
=M | 6 A 485 2,253 4,583 5,929
WEHE R CPURKM:. 509 2,405 5,405 6, 320
Cos 7O OB O OB 41,521 155,980 1883, 840 214, 847
5475 Fusss FREER 0 20 43 20
F—h X — 2 F B 0 2 0 0
22— X d 0 24 93 118
57 4% & 58 4 B 59 4 B 60 £ &
. M—200H _ (1B
2 : > 5 7 FE 5 7 4FEE
n+ %: % v R 7 I ﬁ %k—aA ’E-I I ﬁ::'J ‘/‘EEX (lﬁwl\/[—GsOH
=] = -
& #x Y} =® o N S-810/10
M OB #F K
V-] # Aa 94 102 110 130
b5 i3 o4 375 426 446 464
& £t 469 528 556 594
B B i ik 6, 305 6,170 6,316 6,016
| g (200 H #X%) b
] A B 11,938 18,053 14,799 15,536
FHRE F aJ 10,141 10, 091 10,768 12, 080
#EHE | ] 7,742 8, 050 8, 860 9, 886
W OE B CPUKME 8,205 8, 489 8,508 12,770
o 7O OB O e 239, 771 236,519 226,727 274,481
SAT5) Farss FRBEER K 699 10 118 160
F—4aN—-2HHREBER K 3 3 0 1
£ 4 — B d 190 185 202 206

a | BRBARBEERCE 7 FVREDOIZDDBEE 2T T
b HESIOERAORMIc OV TIR4 1 BB

¢ I CCTOMIZCPURR, HHEBIIMTIVHRE, v 2—EBERRLEDTNTEEL.
d e r2—%2FRAUHERESCRTE LT 2 —cBliahizd D,




2. v AT 2OEMERBEE

HoRAFLTEN—FY 27, V7927, BABRDITNTIKE> TRIBLRESFTONI,

CCTRATHRICAIAZELEDLDYORCEB2Z Yy o7 » 7L THRN « HBAT %0

2.1 ¥YRTF LD
WMy 2 —-—DU 2723 BM61IELIBHLOIK2 1.1eRT&L5ICHITAC M—680H & S—810/10

LA VF oty (LCMP) > 27 AiCBExED-> T,

GLOBAL LOCAL
avy—J avy =N
M- 680H Q__ $-810/10 | [yammm
Ql 1GB
S . X€Y 64MB A%€Y 128MB
— CTCA
2.5GB .
& &
] ] -
| e I A
| | | |
s l o Genly !
W UK | !
] | |
RONYa ! !
| i
<@y

| F .
S-810/10F v 3~ FTT4 92 E E | |opxie~

iRy E—badz Y

e e ' Nk ho—o~
7S AHNE

K2.1.1 #Hrzx7is FERES

UTiEL 257 LOEBIC OO TR 5,0
(1) kKxETREER
Bl 27 AM— 200 HX 2 D32M Bt TEET192MBE 6 5O FEBBE 2R > T %0

M— 680 HT I3RS E AU IRBRESRICMA T2GB Bley b7 FLe v ) OB F/ASB L S



iCieho 128 —810/1013 % OEHME 2 £ T IORELBARCHAT 2 Lt 2DT128
MB& I RBREISDOT B,
(2) HK3RACIE (S—810/10)

POREIE S 1 2 =/ — 0 L 2 — 4 OB B R R AR AN T D EA s hiEEED 1/ o
2f15CEDTE % (N — FHEAES00MB/ SHBIFEIEIEED C & Th %o IRRACRIIEEM 7 7 1
VDT DICFIAT B0 FORTRAN 7u &' 5 455 READ, WRITESZ & h FIFAT & %0 F72, 4K
BEEIEORERIE JCL &5 i3 OP EN SUT TITA %o

AHSTOESHREIIBHRDOF 1 22 T ORLEUNBIETH S, SEU s TORETTa—
75y REEES 800D Licls»t2E WIHBIE H Do

B) AxTHST 4 2o BREST LI

&5 4+ 27 DEEHEBRIE85 GBTHHATL 27 4D 32 GBDI2.5 5t/ %, CORNRELTS L
v Vo®a 40 GB, —AH A 40 GB, v 25 45 GBTH %o

v e, CPUDEERMICHANTT 4+ 22 VoDEEMED # v & 2BHT 5109 ICER
INIBDT, 1 F—42ty FREKRDF + 2 7 iHHL TAFlic READ/WRITE %2750, D
HAHNEE R 7 4+ 227 OHWER (Y7 VVE) JIRECERETET 2L TE%. 35
WWEHB T 0y 7 OFTARII L > T EREICT S0 Y 27 L TIEKI6D/8F LVELDT,
BREOF 422 Vot kBB 48 EEHICE 50 7 A N 0 Y 5 LDETE D 46 f5E 1 5 ffEds
FRIN T B,

KoL ljgF 4 2 s 3IEER T 7 4, BHRE? > A VELTORAZEA TV %,

725 L Voo @A JCLd %0 OPEN 30T THEEHST &, HHEDT 1 2 7 ICFHL TV
TH1ED7 7 AV ELUTHED TEHTX Do
@) HFq4z2

HeF 4 221 2.6 GBS OERENETHLEDTEZAHNEATH D, BRO S D
READ /WRITE i3 TX %%, BHXAS EXHEHL) BTEL0. HBEr 4 —QiE DK 1
25 % 821, ARS8 2GBEYYLITEIRFT 4RI S54 TS VEBMHEBILTL
Bo K7 4 221K T9, 000 ITHIREINTUV D KF 4225475 ) BEEITER
o —ict > THERTH B0 BEEB T 7 7+ 285 0.26 B, B AEXHEE 1L.5MB/S T
bbo 1z, ¥~y v FEHIZIBWTH %,

(B Avbv—2

AV MIT—=JRXDOTEAREL Y TRD 3 EEBFETR %,



ODDX %7 » M @N1dk v b7—2 @FiR% v b7 =2, Fz@OD DDX 7 » MBItk 5
TSSH — 2 (MREE2SL) KOO TIER#2 — SO DICRHCEREE, EFEz - Pl
SGHRBICHELTOLBEATH D0 QDN 14 v b 7 — 1220 T3 ORISR T O EHXKEEH
EXEEER Y 4 — E OB E R FEL T D, £z, @OFTNAR—A VI YT 3 v kT~
(LAN) 13V — FPH#E 82 MBPSD W7 7 4 N—=4 — TV B H K LANZ X A > & U, R
— J VR 7 ETHERNET 24 7 & U THRIN TV, X LAN & ETHERNET i 100KBPS
OF—hv T4 Tued (GW) 24U THERINS,
ETHERNET EiC i3 EiCEBBEE» 5 D7 — 2 INED D DMK VBERHRIN Do A2 bIL a2
2 DM— 680 Hé 13 48KBP SO ZFIML T 7 4 VEERESD EMFTA Do X 51T 24 B0 H#
BEOILHIKHLANRICIGBDF 2 0 BRB2 327 » A VEBEBESHEBEINTESY, 2T T
WMT, L—¥7) > %, XYZuv4bFBATE 2,
Ty ANVEBREBLAZNOM—680HI v K2 —2 DB TRF xANLA 42 T2 =252 L
TEET 74 VEREDFTA %0
(6) TSSHERDMEEMEE v MERL - 7Y v 2 OSHEE
TSSHEKIFE v bR v TF 4 AT LA ERVF AL F2ETAHMABREBEIND FET d
%o (BIEKCHADFE) o FHHZ 7 4 2 L THEHET T 4 ZASPENSFIAT & %o
FINEID Ry MERIL - ) v a2 —1-2E RIEX 7 — & s ViIZHHIEREBEINTO

ZO0CHEA2GUEREOH N2 BRICBH EMNTE %,

2.2 RD#ER

(1) TSS#K
@ T560/20 & A FIMeeeeevereeveres 365 (2t — 7 i 14 2)
@ T560/20 MW S eeereeseuenens 14

MEE bER, KE, EHE #5-0%A, 7v20 Y- 0¥ 5744 ASPEN, GKSEMRD
557 4 vy —UKGRAF, BGRAFLZ EDV 7 b v 2 7 BHEMT & %,
@DOMWS (vWvF U —s 25— ar) RIZFAX, 70 9 E—F 1 X VERBIER (81 > F)
BROTBYEET -2 DAHENF A RELUTHRANDR L ENTE %o
@D T560/20% 4 FMEEFIE 61 /11BIRIEAS—E v b7y PF4 2T VANDZ 2 -T2
27—t ar (2050) ICEEXEASNBFETD b
2 v—"¥SIra



CVEETOIA T 2D T Y =¥ 7)) v 2 EGEHEE (18) &y MER (7
B BEREINI BEr - P25~y FERR L %0
c AL ESRRICHNT AEFRRL - S YL 4D X v — Vs T 23 Do HEHABDOHA
ZITODICHN D, A4EDY 4 X0 BikEHERT 50T, hsn TIN5,
A4, B4, LE—HAXLEDH y MECHNTEV —HF TV v 20Ox v E—D0 72 Co

DEODHNES LN - B (4 x—2) OBJicBL5. AR, A4KEHE B4R L
G—IgEDHA XIhdbh, 2 —FBIRT X %,
cav KDL R7 Y by F 2D (B, 272 C 1y M R2IEET B2 THATEC
EMNTEDo 122U, NoF U aTROEHENNTAC ERREREL D TELEWV, BHELNOY
AXTHATEDIKE, LAM (V=¥ 7V 22322 y—) L3V 7727 B
INhTVB,

LAMTH

HANEF— 422 b
Ay 1 X
ME (R, )
XFOH A X E
PRINTE DL H1CE->TW5B,
B) H7F42235473Y

FABRESHETINTORR o= Mg, 50 MB (BB%) HOXF 4 24 20D T dHERT
BLENTE Do CHIRIEANRT 1 27 ERENTED, TROF 4 227 AL LK1 D2DOFY
2 — ACBBEOFEED 7 7 A VBBREL T %o 2, HETNEEDSD S0 0 =5 2T TEA
BOLHTNT (2.6 GB) 2FHT AL LN TEX D, CNEERNEF 4 2 LHFENTEH, kB
DF—2%W> 7oz MVCHETIND. K7 4 22121 HK79,000MTHbH, €ybdlizhona
2 MRBR T — T EREDIS D BEDELAHT 4 27 BB EXBEUMBTELZ VY, KERTH D
CE%ELDEMEDBKRE O,

INLDHTFT 4RI RHLTTa T LR F— 2 2HABETHNLDRIAT 4 2 EHL 27 4
(ODM) BHESNTHH, BIECOOTEMTIME BIZFELICSE > TOB, MTME#ES Dk
HF42Dwv b/ F4Ar7or FPABWIITbN S 2ic, ER#IOEEKD 5 OFE BT
XBCETH Do K, F4RIF— 229 FOMTADNY 27 v TOIZHKFL THH NI
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(4) BHEENS—FFT7 49 0F 42T L4

G, 205 —EHBEERSI CEDTERL24 D57 4955 4271 1ELT, RAM
TEK 9465 25d %,

4087 2 —2ABBHRETBNEDITF v NVA 2T 2—2EL, M—680H, S810/100DMS5
DOEFFBETE%. 1427 2—22E— Fizf800KB/STdh %, FIAFAEIZ TSS, NvFD
ELoh6THEHEATE 2,

PIFie RAMTEK 94650 HEfE, * 7 5 v 2R,

CF4RTULABAL 204 0F

<5 R ORE 1280 X 1024 14 > 4L — 2/
B K 2% (R, G, B#% 32 )
- [AERER 27V o b, FIvrE—
VIV aT FIPR (FORTRAN I —3 7 )

GER) NoFP s TRGYSATOAFBEREEL, FEFEE 1 Th5,
(6) MBI 74927 42F14

EBRESS 74927 42714 (H-844—-19) v —¥FAN—-Far—f 485

T560—204%4 7 54544 (HC) & 34
PENENTT 74 vy HICEBUI

T560—204 1 FMi&H 5—2'57 4 v 7 BEREMAD TSSHIRT, 61/10BIKiEHN S—E » b
Vo FFARTVANDZ a =T =2 257 -2z (2060)KBXELSNB. 205013 1545
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VI bY 27T 560204 1 710, 2050 & &1 GKSHERECHERDHF Y 7 bV = 7 KGRAF
DFATE, &5y 5 7EEERO BGRAF $ ABSN T 5, H—8844—1913 KD GPSL

CE->TZDEEFRMATE B,

23 JI72b9=7
2.3.1 FORTRAN & VECTIZER
MBFI6LELRBPSDR—/—arEa—4% - 27 2OZERBERICHD, HFLL FORTRAN%E
MATACLicE>120 HUOWFORTRAN & 1) DI3HESRD FORTRANTT 2 2784 Fi2381bit 7
FLovrZensunI/0DBESBEMINIIE DT, XEEHERD FORTRANTT a2 /84 S5&



2L ED YL, BFI61E10 AL FORTRAN DL X7 » IBFEINTEH, FDLS
Bl 1 B2 5 9 A TEI0ALUBTI L /S SHBEDR L LKL BDT, ST 5o

U 10 BUBEOEFHAIC DWW TIEREEL TV E,)
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TI5LDNY bEEET DY -V TH D, 4E), ERINZHLUOFORTRANE X by
{fEDBERRIC DN TET DB DD 5 DA S NI,

FORTRAN & VECTIZERDAB 24 & 2 — v
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61 410 LI FORT77/ HAP VECTIZER
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TusSssRBRELTHERT2HEICHRESE 25, AN %, PL/ 1031bitfhiz 6254 B
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(3) %M FORTRAN DFEHEE
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61 /10 BEABIFED FORTT7T/HAP (20—00) 2F T, M—680HT ) /N€ 7V — FOHEIER
fIH5&, FHPTM—200HOM 4.5 EOMEESHDZ LIt >TOETOT, HA5HFEENI M-
680 HOMF X, 10 AL ABAa % FORTRANTHE NS L &iTis b,

2.3.2 S475UDONRY MIUEIZDNT
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CRBEBELSHRETDH %0 ERODFHEHED T 0 rI 6, 7va)Th, a—7F 4 ez —
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P Bicar 4 Sk 38N N viboBEE (BIb7 v T )X a e a=F 4 TOE
B TRHIT>TOAEWY) KEEE->TWE8D8H5D5, GSCF3PNUMPACKZ FVERD & H i
aA—F 4 v TBEE»LRT PVEIRTVE o 2S5 ATE, N7 bvitick 29FR[RLEEFERICE
Vo FTZMICASTiNAM, GAUSS82, GAUSS80Tid post—HFEH (BEH%H, BEEIE, C1
HE) OWMHTRY FEDFIN T B,

Ry bt & % cpulERIDEHED % LIRS,

@ GAUS 82

- 1986-01-14 =———=————une

PERFORMANCE OF $-810/10 AND ITS EXTENDED STORAGE (ES)

(1) RESULT OF NH3/RHF/MP4SDTQ/6-31G% CALCULATION BY GAUSS82

CPU-TIME (SEC) ELAPSED-TIME (MIN)

$-810 WITH ES FOR FTO1 X 11.83 &
S-810 WITH ES FOR FTO1 X% 13.73 &9
S-810 WITHOUT ES XX 16.81 12
M-680H 10.22 12
M—=200H 32.38 ———

(2) ETHYL RADICAL/UHF/MP4SDTQ/6-31G% CALCULATION BY GAUS82

CPU~-TIME (SEC) ELAPSED-TIME (MIN)

S-810 WITH ES FOR ALL FILES X ?M,48.67 11
S$-810 WITH ES FOR ALL FILES %% 10M,52.75 16
$-810 WITHOUT ES XX 11M,17.52 56
M-680H 6M,46.68 51
M=-200H 28M,19. ———

% ¢ -HAP OPTION FOR ALL ROUTINES
%% ¢ HAP OPTION FOR LINK802 (TRANSFORMATION) ONLY

® GSCF3

SiF, | AERE SCF-CI&HE
SCFHEK: S : [53821/521/1]
F [ 621/57/1]

7 98hE
CIEE: 28 ##, 1802 kit
z 7 v 7 S—810/10 M- 680 H a 2 Nz k
AORES 92.9 107.7 d SRR N b edsghl
AR S CF (8m) 3.4 8.6 BAb fEEE (NOHAP & H~T)
% 42.1 285.5 BAK10 EEE
C S FARK 37.0 20.9
NIV T TR ER 10.0 7.4
st (848, 5 [ED 1.9 7.1 BA10 SEE

FAOHEIx C P Uk (B)



AT 5 - FusS5 AOBRKHEDOKE 2L TICRT. ¥ 73~k [ IPROG|, [GUIDE/,
[CATPI2#A LI EICE, 276088V (RA TSR 7 VD) 2BRTL 20T,
[SIXETV] 25ET 30 V=270 TR0 - FED 2 —UHBBRINTODZF—2 €y b
BAH ST, SYS2H ~T, N2 L UBTE, SYSS #H~ EHoT B, E1, A
— M4 3F (FlA i ab initio MOBEDHEF I — FIIWF10) TEDLINBY, 20 SIRIEKE
DO THBEDIIHNL, FFRESaSSL 0y —SDRY ViR, KB4 XFH% Vic, NUM-
PACRZ bVERIZKEB2WE UTRFIT S & 58> Tl b,

READY

FLIB

ENTER SUBCOMMAND('FIELD', 'LPROG','IPROG','LOOK', 'GUIDE', 'CATP"',
*USER', 'HELP','QUIT') OR TSS COMMAND.

F/FIELD
X X
*X%%k*¥¥ LIST OF FIELDS OF IMS PROGRAM LIBRARY XX¥XxX
¥%kXX¥ MOLECULAR SCIENCE PROGRAM PACKAGE (SCALAR) X¥X%x%
NO. FIELD FIELD TITLE QUAN.
CODE
1 NM1O MATRIX,ALGEBRAIC AND ARITHMETIC UTILITY. 6
’\2 NM4O SYMMETRY ANALYSIS. 1
—~= 7
21 DB10O DATA BASES. 8
22 SsL10 SPECIAL LANGUAGES. 2
]
X%%kX MOLECULAR SCIENCE PROGRAM PACKAGE (VECTOR) XXxkxkx
1 WF1v WAVEFUNCTIONS BY AB INITIO METHODS. 7
2 WFa2v WAVEFUNCTIONS BY CNDO,INDO,AND MNDO METHOD. 1
3 CR3V MOLECULAR MECHANICS AND FORCE FIELD CALCULATIONS. 1
X%k¥X%X%X QCPE PROGRAM XxXXxX¥
1 NM1Q MATRIX,ALGEBRAIC AND ARITHMETIC UTILITY. 33
2 NMz2aQ EXPANSION AND SPECIAL FUNCTIONS. 4
3 NM3Q EIGENVALUES AND EIGENVECTORS. 14
4 NMa4Q SYMMETRY ANALYSIS. 13
5 MI1Q MOLECULAR INTEGRALS. 31
E
* X

ENTER FIELD-CODE OR OTHER COMMAND.
F/LPROG WF1V
X X
%%k%%% LIST OF PROGRAMS IN THE GIVEN FIELD kXXX
FIELD CODE : WF1V
FIELD TITLE : WAVEFUNCTIONS BY AB INITIO METHODS.

NO. PROGRAM ID PROGRAM TITLE

001 GAUS82 GAUSSIAN 82:AB INITIO MOLECULAR ORBITAL CALCULATIONS

002 JAMOL3 AB INITIO LCAO MO SCF CALCULATION

003 GAUSB0 GAUSSIAN 80 : AB INITIO MO CALCULATION (HITAC VERSION)
004 GAMESS GENERAL ATOMIC AND MOLECULAR ELECTRONIC STRUCTURE SYSTEM
005 MICA3 A PROGRAM SYSTEM FOR CONFIGURATION MIXING CALCULATION(CI)

006 MELD PROGRAM FOR MANY ELECTRON DESCRIPTION
007 GSCF3 PROGRAM GSCF3 FOR SCF AND CI CALCULATION
X X

ENTER PROGRAM-ID OR OTHER COMMAND.
F/IPROG GAUS82
ENTER S (SCALAR) OR V (VECTOR)
v
X - X
*%k%k%x INDIVIDUAL LIBRARY PROGRAM IMFORMATION kkXX%




ENTRY NUMBER : 0001 PROGRAM ID : GAUS82 VERSION @
FIELD CODE t WF1V

————— PROGRAM ~TITLE ——
GAUSSIAN 821AB INITIO MOLECULAR ORBITAL CALCULATIONS

————— PURPOSE —————
(1)RHF ,UHF ,ROHF SCF CALCULATION WITH S,P,D ANF F~TYPE CGTO'S
(2)MP2,MP3,MP4,CID,CISD,CCD AS POST-SCF CALCULATION
(3)GRADIENT OF RHF,UHF,MP2,CID AND UCISD ENERGIES
(4)HARMONIC VIBRATIONAL ANALYSIS
(5)TESTING THE STABILITY OF THE HARTREE-FOCK WAVEFUNCTION

----- CITATION OF THIS PROGRAM =—==—=
WHEN YOU WRITE A PAPER FOR A RESERCH BY THE USE OF THIS
LIBRARY PROGRAM, YOU MUST CITE THE PROGRAM-ID, THE AUTHORS'
NAMES, AND THAT THE PROGRAM BELONGS TO. THE PROGRAM LIBRARY

OF COMPUTER CENTER OF INSTITUTE FOR MOLECULER SCIENCE.

————— AUTHORS OF THIS PROGRAM —=——-—

J.S.BINKLEY, M.J.FRISCH, D.J.DEFREES, K.RAGHAVACHARI,
R.A.WHITESIDE, H.B.SCHLEGEL AND J.A.POPLE, "GAUSSIAN-82",
CARNEGIE-MELLON CHEMISTRY PUBLISHING UNIT, PITTSBURGH, PA.,
1984) ,

REGISTERED AS IMS PROGRAM LIBRARY BY NOBUAKI KOGA (IMS)

DEPOSITOR : J.A.POPLE

LANGUAGE : F7HAP,ASSEMBLY PROGRAM STEPS : 140000 REGION SIZE : O5000KB
————— PROGRAM DATASETS —————
TYPE DSN DEV. UPDATE/NO. CONTENT
COMPLETE t SYS3.#PROG(GAUS82) DA 86.03.,06 004 L3
DATA PO : SYS3.#DATA.GAUSB2 DA 86.01.10 000
CATG-PROC : SYS3.#CATP(GAUS82VC) DA 86.02.07 001 EXECUTION ON S-810
GUIDE t SYS3.#GUID(GAUS8200) DA 86.01.10 000 USER'S GUIDE
GUIDE t SYS3,.#GUID(GAUS8201) DA 86.03,06 002 JCL FOR COMPILATION AND LINK
GUIDE t SYS3.#GUID(GAUS8202) DA 86.02.07 001 CATA-PRO USAGE (H20 RHF)
GUIDE ¢ SYS3.#GUID(GAUS8203) DA 86.02.07 001 NH3 MP4 DATA
GUIDE 1 SYS3.#GUID(GAUSB204) DA 86.02.07 000 ETHYL RADICAL DATA
GUIDE ¢ SYS3.#GUID(GAUSB8205) DA 86.03.06 000 CU(PH3)H3BH DATA
————— HOW TO USE ————
REFER TO GUIDE WHERE MANUAL AND EXAMPLE INPUT DATA WITH JCL
ARE GIVEN. MANUAL CAN BE OBTAINED BY FOLLOWING COMMAND.
NPRINT 'SYS3.#GUID(GAUS8200)"
CATALOGUED PROCEDURE "GAUS82VC'" IS AVAILABLE.
VARIOUS INPUT DATA ARE GIVEN IN 'SYS3.#DATA.GAUS82',
————— COMMENT AND NEWS ——
THIS LOAD-MODULE WAS NEWLY CREATED (1986-01-14)
PIO, ES IS AVAILABLE
VECTORIZED VERSION.
LOAD-MODULE FOR M-680H EXISTS IN 'SYS2.#PROG'
CATALOGED PROCEDURE GAUS82VC IS AVAILABLE. WHERE ES IS
ALLOCATED 81MB FOR FTO1 (DIRECT FILE), 174MB FOR FT19
(2-ELECTRON REPULSION INTEGRAL), TOTALLY 256MB. SPECIFY
ESTORAGE=256MB IN MAIN STATEMENT OF YOUR JCL.
* *
F/QUIT
READY
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[F—4€y MREE T o2y MEE] OBFRW SAFE 2> 5 TRUS T~OBITIC e VAT
Too F—42 2y FOREZBETZI-0, TTRIEREDF -2y RIS ERT S 7 —
4y bIMOFAE»SBRTELNE L THSB (NONE), #277L F vz o kOF AER
BREENKBRPTEEL3CHEL THS (READ),

7 AMERIROE SicE i o1zo FLT7 7 ZMEROB L KEEZ 4B DL VT

ETEDLIRE -1,

(7 7 & 2 HERRDEEH)
MASTER F—4ty FOERPTE 3
EXTEND F— Bty kA= ZDIEEHT X Do
WRITE F—B 2y PNDEAHLDBTE S
MEMBER KA7 =4ty bDx o N—DIERT X5
READ F—4ty b LDHEAHLIETES
USE O— KEU .- VOBPE, EFTXS
NONE ELTFIRRATERD

(7 72 2RO B & K2 EET 2EH
ALLSAA TNCOFBE
GRPSAA Tuvzs FHOFBRE
LOCK MRER S
RIGHT A5 (1 >XEHEDO T v vz b ROFBE)

FIRERD SAFETIR 7 — % € v POHACLHEMABEILE > LEBEN2 - FRABRTOATRET 7
oUxy b (Fv—7) BATORENTEL» 57225, TRUSTTIZI~ Y K85 4 — 2 DIEEI
SOHBABATSE, Fov s PEMTEHA DL ICE>TDe FIKBAKRE oo =2 ME
DF—42ty FNABEDOER (BE, ZH) O»DO#fEL LTTRTRANS, TRRECEIVavy K
VBHBINTVEDT, Yu sy NEOMEBLEF—-42+€y FERAVBTETH %0

2.3.4 #{TT 4 Z2ASPEN(CDIVT
ASPENRHEX, MmRIC > THIL N THEAIN T2 EDIT, HQED, DESP & 5175
A vzF48, 27 )—YIF 4 2OXOHEMD ANTHERRIEIH L7124 Th %o

(1) ASPENODR#



© fREEHkeE
a EMEHa~ FOBA
b FFIC8EETDT » A VOXRIRENTE B
EESENCE > T2 DOl % FRHC RSB 5B T X %,
c UNDO (R hEL) HEicd b, B-oTa=r FERALTS, TOBEENES C EDBT X
%o
d 22Y=vIF44EULTh, 942742 LTHRAILI FERTHERTX %,
@ BIRIFEDOZE
a REMEERTOLSE, 20845925 47 4 DETHT X %o
b IUNASEDHEEICI-T, IVRNA VIS — Xy e—UEV—RATBTITLERZNES
FTHRR, TI7—fTR7 -2 %2352 DBEVSFIATE, V—27055s0BENES
ICT& %,
¢ ASPENOTT, TSSavr N2 A%, Frcxso—ilgER - TLRlIIKA AL O
YRR Ay 2= VTOBFRRNCEFNBESTE %0
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O fREEHE HFIHBEEL D % o
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¢ #Za—, 32 FHELP, # v 2— S HELPRK EDH A & > ZEEEEBEETH %o
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e HBEEPXyt—SDRNE, HEFLRENDEDL 5 BIRT & 5,
f BEEF—20ORBENTE o
@ cvarEOEFIEEROY £ — b
NRI)AUTRAI )= 254254 025 442E UTASPENDY 7+ v b BAEDSTFIA
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FH—REFIEHEKRTEISA > 257442 ULTOFMEHBTE 0
® SYSOUT#HREKLE
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DHRED D o



(2) ASPENDHEEAR

ASPENiid, ;RD & 3 sHsBeD H 5o
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---ASPEN%2&TI®3ICTSSa
v v KEEFTS
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=
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2.3.5 AEHEROROEL., REMEEICDNT

x5 4% ASPENIC SOMDEARM 7 #Ee% £ 1 R IERBITT %0 BRI RDS AT &
%o AHAEEOENL SEDITH 72~ FRIZ@SLISTHEETIT 5o
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2.3.6 BRT—TOREIZDNT
« MTMODBEREITRD 2 B ZBIL 720
a. NIV T s A VENRET Do
b. FHEALHEE (EX2 €~ F% 1.2 MB/s 56 3MB/ s i@l 7272 U BIBRE© bkt &
OREBEX LD, FHETA» L0 —FORIITL D),

2.3.7 AXyt—=UALTICDNT

V0S8 254, VOS8—TSS % vwt—9, 27430 — KOEKEMDS L E i3 MSGHELP
(Xve—UAnT) a7 KRl TZOEREEDC EHTE D

FHNHRUTORD Th %o

==~FUNCTION--

MSGHELP-COMMAND DISPLAYS THE EXPLANATION OF MESSAGE AND SYSTEM-
CODE OF VOS3—-SYSTEM AND VOS3-TSS IN JAPANESE.

IN MSGHELP-COMMAND, PF/PA-KEYS WILL CAUSE FOLLOWING FUNCTIONS.
-=PF9 =-- MOVES TO BACKWORD FRAME.

-=-PF10-- MOVES TO FORWORD FRAME.

==PF11-== EXITS MSGHELP COMMAND.

-==PA1 == RECOVERS THE LAST FRAME.

—=SYNTAX~--

MSGHELP  'MESSAGE-ID'

- - /*SYSTEM-CODE'{,COMP/ ,WAIT) <<COMP>>
€,EXPLAIN/,OPERATOR/ , PROGRAMMER/ ,SYSTEM]
£.aLL]

NOTE :COMP/WAIT IS NOT ALLOWED TO BE SPECIFIED
WITH 'MESSAGE-ID'.

==0PERAND--
*MESSAGE-ID"'
: SPECIFY MESSAGE IDENTIFICATION.
*SYSTEM-CODE"
¢ SPECIFY SYSTEM-COMPLETION-CODE OR SYSTEM-WAIT-CODE
(MUST BE A 3-DIGIT HEXADECIMAL NUMBER).

COMP
¢ DISPLAYS DESCRIPTION OF SPECIFIED SYSTEM-COMPLETION-
CODE.
WAIT
¢ DISPLAYS DESCRIPTION OF SPECIFIED SYSTEM-WAIT-CODE.
EXPLAIN
¢ SETS THE FRAME AT THE TOP OF EXPLANATION.
PROGRAMMER
¢ SETS THE FRAME AT PROGRAMMER'S GUIDE.
OPERATOR
¢ SETS THE FRAME AT OPERATOR'S GUIDE.
SYSTEM
¢ SETS THE FRAME AT EXPLANATION OF ACTION OF SYSTEM.
ALL
: DISPLAYS ALL TEXT.
(R HD
READY
MH
JET12012A ENTER MSGID/SYSTEM CODE-—
0c4
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2.4 M—680H&ES—810/10DETALHELBICEATEIY s TOREWE

Z=/—=a 2 Ea—%2S—810/10DHER -5 T iz, S—810/10Ti&k/N v FUE D

A, M—680HT& TSSALEE, © 5 JDOAHIMNE, ~NoFLEE OS2 ZEAY —E R 2{T>TD

%0 UL ASKIS—810/10D/N— FEERER AL TIZORIE T O TS LDI 100, Y7 EWD

ST EER S—8l0/10DHEERT, Tus5aDu—FEY2—VOETICE > X6 FHHATSC

ENEF U, CORHPEDDS 5 TTAUNRA V=) v —FEfFE 0> —BHOUEZFTIEE

Td, T840 —1 27 i3M—680H T, EfTES—810/10TITH LW HVAMNT x5

LHRIE->TW %o

CDX S S a THIERCTTS C & BT EMAINYE RESOURCEX 2FE AT %0

MAINX

RESOURCEX

U2 7CHATIEROBRDFOEEZEET %0 LITHEDERD
HEHOBREES Y %o

a7 A7y TTHERATIEEOROFELIEET 5o LIRE
DEFEOHERDEREEST %o



IR BI % 7R 9o
//AA1BB1XX JOB PASSWORD, CLASS=C
//%MAIN SYSTEM=M680, REGION= (xxxxK, xxM, xxxxK, xxM)
(//*RESOURCE SYSTEM=M680, STEP=STP1)
//%RESOURCE SYSTEM=S810, STEP=STP3, GO
//%RESOURCE SYSTEM=S810, STEP=STP2
//STP1 EXEC FORT7CL, PARM, FORT=" = -———=—=—-—-—-—
//FORT. SYSIN DD DSN=CCCCCC. FORT, DISP=SHR

//STP2 EXEC PGM=AAAAAA

//STP3 EXEC FORT7CLG, PARM, FORT=’ ————————
//FORT. SYSIN DD DSN=DDDDDD, FORT, DI SP=SHR

4
2.5 FHLWOWDaTZRTPa— I EZOTTOERE (BAMEE, LAREE), ERLER
B (ES) 8XURXF LIV I /ODENS

2.5.1 £3793520EBRK

16l 5 A0 53R REGION, /51 1/0, RGEHEESEOSERERE M ECP URME
PREMICERBLUICY s 727 U2 — VEEBICE DIREKD & 9 iy 7 2D FIRTREE IR EREH K
BeBlx bbb, Chicd hFiws 5 2 %250 2EHEE CPURMD AL 2h, EEEFRIED

S22 6 THRABICHELD L HITE -1z,
(M—680H®D 7 5 =2 #E/R)

2752  CPUtime HEAREGION  #3EREGION PIO GRAPHIC
(min) (MB) (M B)
MAX, STAN. MAX, STAN. MAX, STAN.

A 1, 1 7, 2 28, 4 O X

B 5 5 7, 2 28, 4 O X

C 30, 30 7, 2 28, 4 O X

D 120, 30 7, 2 28, 4 O X

G 30, 30 7, 2 28, 4 O O

S 600, 30 max. 0.5 max. 4 O X
TSS 1 2, 2 2, ) O



(S —810/10D 7 5 A HERR)

5%  CPUtime ZEZAREGION #3EREGION ES PIO GRAPHIC
min.) (MB) (MB) (MB)
MAX, STAN. MAX, STAN. MAX, STAN. MAX, STAN.
A 1, 1 20, 05 64, 4 768, 0 (@) X
B 5 b 20, 05 64, 4 768, 0 O X
C 30, 30 20, 05 64, 4 768, 0 (@) X
D 120, 30 20, 05 64, 4 768, 0 (@) X
G 30, 30 4.0, 2.0 64, 4 768, 0 ©) O
S 600, 30 max, 0.5 max, 4 max, 0 O X

2.5.2 aA-H#BEICDOHTOT 3 THIE
(1) FE—FED JOBOETHIE
RREFA—FED JOBOETHS 2 TV 5, 12 2—22EBLTHBRCHENDLEDDD,
FIAEICZ 505 JOBRAZ LKLV SEIEL TS, LAVT » T by 27 AHABN
IR, HEZFTS L Sk ot,
SEEET SCFE THE—D JOB (fl AB1CD2XX, AB1CD2XY) BAIMEIC—>¢ DHEFT
ENbd, 8XFHEA—FBIJOBRHINTA2:HDE DT, ¥ 272D JOBRIEICIEBIRYL
27 AOBMESECHE I, TXFASRLS Y s TREER Y BahETaND, v 2
7 ADBMESBCHA I, F—a—¥0 JOBIX 7T XFEOEECERL C EA I U »E D H
AN
(2) ¥Ffa—+DJOBELMD HL
Fist 6 S FHAEFEHER Y 2 —~ Ko NIZRIAZTRR S I IR L S PR 27> T
b5 AB5L 9, HTFHFPHAK (LANREZERL) Lb JOBZHAL KEERMFAMAE (5FH
A, BAEES) O JOBX b B L THD Hido L JOBYMDRIARIILED U 5 TEHDI0
%ETThH Do LNEBATRIMOFAEE HEDH b HULETHDN S,

2.5.3 XRtEAE EXEE, HREE), HIREEEE (ES)RUV S LIV | /ODBRREINES 77
5HD Y X7 DL NNT v TIPS, JOBRY U2 — vASEREHEEC L Vv I/OFDHE
BEROBRcE > THIflsh s &y, SETL DR THAERERERSABTE S LK
o BlA W, BRELIGBEEIN TV RIGRIKER (ES) 25, LIEIOARRHEO MOERTE S—
810D JOBFEE 4 BRESNTDT, 1 JOBH7zh 1/4GB (256 MB) FTUHEAT, Fic



W 50 MBUDMED L WA S E D D 206 MBI 2 < b icd 5 120 HLWL JOBR Y U 2 — v il
OHEME, D1 JOBd b 256 MBD EEF: % < U, B AT68MBE THMAT 2 JOB3ETS
N3LH5CT5LLEThHbB. 2 DENESNIZ DL DAY ZEHEBERZMH > JOBDEIT2AIHE
KE BT EH, COHMDENTH . OO & TREFEDERED/INS 72 JOBDEFTH &
dfrah, BREOAXL JOBO/LEMIEEL K5,

COFIEZEL HLORATH b, COREBHRS FRET 22 B BEE (FERRE, 4K
IREAEY), MIELEER (ES) ZoHEREEROEEE, BERNMNRRZEETLILE2—-FDHX
DBNBBERTRT D %,

HEBOBEZ2 X b BICEE L C FIFL T 128, FEioEEE GEAEE, #RHEED,
FAREOISERE (BS) RO S L I/ 0D AIR DV THET %,

(1) FEOWMEE (EAEE, #IERE) OfnE
HAEE, HGREHOMENS S LT, MAINZOREGION NJ £ — 2 D& X K% M— 680 HD

JOB, S—810MJOB LD\ TZNZFNFHHAYT 5o FORTRAN TENIZ S0 sS4 %5 H%

SBICBOTHIT %,

@® M-—680H® JOB

a) WELFLIEERSTMBLUTOE &
b)DERZTTHBH, BAFEBOARME S FHCERD E 5T %,
M—680HTIZ, EABEBOESIOBRY U a—VEIHONRICK 3 DT, HERNRE
TERT 2L 910950, BIDL HITMAINXD REGION/NS £ — 2 2HHETHIT Lo
(xx xx ZEBCKHELER)

Bl //*MAIN SYSTEM=M680,REGION= (x xxx K)

b) HEZFLEHEEHSTMBULED L &

PRI 2 5o EAFEEDFEOLNIN L ZFLDF 7 2V MEATHITH Do HEEEED
BiZJOB 27 U a —VHIHO NG L 20T, HELUEICEET 5L JOBOEFTHERBILIT
3hd, FlDL 3 ICMAINID REGION /€5 #x — 4 2IETHIEL Ve (x x REBKE

s &)

B //*MAIN SYSTEM=M68 0OREGION= (,xxM)




ks, PRORBE M S o idBRI6l F£1 AURIK/Eo NIt T V= 7 b ED 2 — o, B—F
T2 —WEBEALZ . VYV —CTF 44, a—4\DR54x—4¢LT “EX=EA, LD
=ANY” 288ETZRESD %o

@ S-—8100JOB

ETHIRHEE 2# 5 EAHES O Sicd > THEDLN Y, ZORBIEILZXFLDF 7 1V ME,
(0.5 MB) T+ Thbo S—8l0TH, EAERORE, HIRHERORL S JOBRY Ua—w
D WHRIc 2 BDT, BEULIKEET % & JOBOETHEHEILICEND. IO X 5 itMAIN
XD REGIONN S x — 2 RIEETNIE I 0. (x x BEBRBELE)

Bl //*MAIN SYSTEM=S810REGION= (,, ,xxM)

() #RFEIEERE (ES) KROS5 L I/0DM0E
O #mREEOME
TRRICROAREERAEL GBTH %o /N — NHEARIX 500MB/ STERMRBIIES T « 2 2 D
10065# %20 FORTRANDAHMAXTF 4+ 227 LR L S AT E T JCLOEES 742
2 ERILTH Do BFiRT v TSR THLEDBTEDY, BRERZXTEL . 71 22 LIGRE
BOF— 2EEL—7 4 )7+ BABEN, FORTRAN Fu '35 ad> 6 IFNHE 2,
@ #3511/ 0ME
RS LVI/OBERDT 4 2 2 OARIZ40 GBTH %o 64 F Y 2 —24 (630 MB/KY 2—2)
BHh, NILIVENIETF v 2 VEICLF) a— LT DEHEL TS (SHRTHEA 2, WORK
BH1, #£A1),
FrRANERY 2= LOBERIERDL HiT/E-> T b,
(F % 2 1)

CHO1~CH1 6

(UNIT) (K 2a—2)
SHRT IMS101~IMS116
SHRT IMS201~IMS216

SHRT, WORK IMS301~IMS3816

WORK IMS401~IMS416
6 ADOERF v AV EAE (16D I/ 0%2RAKLE LTikh, IL5EFvANBTNyT 7
5HAR (570 v 30 1I/0% LD TUE) T35CLT, RATHREL HEL THLZ



16 X 8 (48) fEEHITK %,

® HLIREIEER (BS) ROVSS LV I/0DEOHE, 5 ALURELED 520, HLIRELIEEED
B, JOBRY Ua—HllONRIC/LZDT, BEUEIEET 5L JOBOETHREIL iT
dNbo 1T L W I/08 JOBRY U2 — VIO NRIC/L B0 THHIEFLILI/0 %
5 JOBDOZER T 9 2l ThN % *51L W I/0% 5 JOBOSEREE, M— 680
H, S—810&b80565Thbo LItH>TLARTIEHE6»5105EE L%, M680HTHK
JOBOZEEMIRZT 5 9 LD T I/0RME CPURKBOLSTH» 5 9 LUTD JOBIEHLE
I/0NY U FiRBEHRODT, N3 L I/ 0%H3%REIL, S—810D JOBIX, #EE
SRR (ES) RO L I/ O2FBMNCHIAT 2L 2939 %, INRARIEER O F A
&, B11 DL 5 IMAINY D ESTORAGE ®S5 x — 4 C2&MHRE%2{EEL, BxDODDXTZ
NENDF— 22y FORBREEThEL . /5L I/ 0DHEEIRFI2D & 5 i MAINY
& DD PRL/S x — 2 2HEETHIE L0 (MAINXE, PRL=YES, DDXiti, PR

L = * » #858)

Bl

B2

RS EER (ES) OEEDOHE (xx, yyy, ziz 3FEBROKRELR)
//*MAIN SYSTEM=S810,
// REGION=(,, xxM),

// ESTORAGE=yyyM

@ o o o o e o o o o o o o o e o o o & o o s o

//FT10F001 DD DSN=&&WKI,
// UNIT=ES, SPACE= (MB, (z1z))

//FT11F001 DD DSN=&&WK2,

/7 UNIT=ES, SPACE= (MB, (z1z))

NS5 LV I/ ODIBED S

//*MAIN SYSTEM=S810,

/7 REGION= ( ,, xxM ,

/7 PRL=YES

//7FT10F001 DD DSN= ..., ..,

WS DCB= (OPTCD=C, BUFNO=5) ,
// PRL=*

Ny 778 (BUFNO) OF 7 4V MEIRX2TH %0
— 929 —



2.6 TOMmOERICDNT
2.6.1 PUIMRERDI-HDBEEHEEC DT
FobERtL b M2 2 —2FATH.H0ORME LT, DDX/tr v ME, AREZFEM, WED
MR 2 5 T 5T & %o
1) DDX %4 v M (SRR EEHST) 15 [El%%
2) AREFEM 800BPS 2
VADICE 1200BPS 3 [z
V—22% 1200BPS 2@
1) = HE
DDX/¢4 » M (SHERMEER) 2 5 DM AKDEE, £ O HRlicidibA LIKEF
Y, F- 2 OEREBRCOAMRET AL LT/ D, COIHERROMELE L V) BEHBEZICEL
b %e SRDa—FITE B ERDHE LT BIHICT S S+ o = > ORBISE 2 BHEAL,
FIRRES D 2884 172 & DIXHREFTY b 217%. AL, £ D D XMEERROF AEIMEN (—EZEELT)
BT ERFIFTE 0 317h 7, HRROER 21T,

2.6.2 EFRrH
1) #—7FIRRES
F—-7UFBTE SRR IEREELY, KDL ST %

1B F— T AHNE 28 oK £
R - 7= 9:00~17:30 TIT 490K
Fotga—y— ) ERARIT0XT) oy by i o Ugogogpzon
Tuss LE

1B BHE17:80ic 55 E TS, ADD F7BEALSGNAZETE L 5%, UL 2HBORE
122:00 £ T~ S U T B AHRFIAT & %0
(1 BT UDFIA T & /2O
CEFARRL - S ) v 2 (REHAE)
ctro4 XY Sy 4k
© XF - BERANEE
(2BECRIAT & 828



« T S SHEE
- BRT - SHE
cH oy MERIL - T ) 4 (ERDFTA T 21D H D)

TSI 49T 4R TLA

2.6.3 FARBOEHICDNT
FBRBOERFHRC OO THAT 20 FASEE, UTORXE T X - 2DEZBOTHESN
%o
HERRLUTDOERD
CPUm* a+ (CPUs—VPUs) *xb+VPUs *c
+LP*d+DISK*e
CPUm : £cpu time (M—680 H)
CPUs : % cpu time (S—810/10)
VPUs : X% b VEEZED cpu time (S—810/10
LP  : HAK
DISK : DISK{#ERi#& (MB)
MBFI61 FE 4 HUBED/$S5 £ — 2 D3, UTDEBD,
a . 0.10/ sec.
b - 0.045/ sec.
c - 0.045/ sec.
d:0.045/%—v
e © 0.00067 /MB*hr
ZNZNOHERCH 2 C P URRK 1 KXY D OREE LUITIRT .
M- 680H 360 A
S—810/10 120 A (N2 MVEEEER S FU A0
M6l F£4 AL, 2 -9 OHxicid, M—680HORMTHEL THIRIZWTWVWBDT, #FH
R & M— 680 HORH TEEL T %,



3. — & B &

31 R—X—AVEa—%R-T—9> 397

W27 L0BESCDEEICE-T22 HORICE 6 AOABBEESZEBEL 2o 2— FOH 2 55
VAT LERIBEOCEED L), HEROEELADER N RELE LI, Ny bvitick B E
HETHOHEETRRZE T TOBH 8 O OPBN I NI, SEOEKDEBMD—DIE <y v
108 —=7 22— 2B DREBE XY 3 RNEIEEDF v v THRXHOITINIICTETH 2o
HEHEBEREGEOWNBRRD L ) L DTH > 1o

256 MABHEES
(Bf614 2 H 27 HF &)

oL ®iT DFP L & — FERE TR
OFie 25 £ILDNT FFP e & — mA
Oy 27 LOBREMNS aFter & — i N3
Offz5 414« ASPENOFHEVS HYBWERTY 7 b v = 7 T Frim &

OFRRME, 8l ¥ v bE—F, #ERELRE, /S5 LoV I/0DF Mk
TraAbeNAE 9D Rk &
OHY AF LDV TOBEEESE, 70—
(2 A 28 B8
OFRFNFREDHFENFET 075 D~ bk
—CCP5 Fus5a5473)%BEC LT HRE LAl

OLZERIGEFRDReactive Molecular Dynamics Simulation

AL N aE
OQuantum Monte Carlo #:ic & % Schrodinger 75 TEZD T Ll
ko7 THHE  HEL
O S—810ic & % GAUS 82 D%E4T IFHE HE
(2 A 28 BF %)
OFFREAOHL VWERE o s34 HAH LNV S

_32_



OVAX %ML DDXick 25 Fiff+& 2 —DFIA BEAET B 217
O FORTRAN/HAP, VECTI ZERDH#h & Hu 5
BI8fERY 7 by = 7 T8 Hl #X

OBt 27 LDV TOEREEYE, 20

T—2 v ay TRDODOVTOER

3.2 NFHRIA47T3Y 0I5 LDIEEELRRFR

W& — 1 ZBARLISE, 54735 - 705 5L DINEEEBIFICED T & T35, IBFI60FEIC
BOTHE, £3.211Kd2E5171 77 VEHKFERMA . 7477 VRFEORRIFHR S0 s
SLDBEFEDDOEEFE T 0T LAOHR - FBEDIETES T,

#8.2.1 IBF60EE HFHI4 T35 Fu s sBRELE—F
1 T B RIKT B#HE NMRz2ErvHo TV THE S0 S A
e & ” KEEBEE D EAFERL I
LZRE EA ” ”
2 fEMy P JbxmbiErt BT GaussHUEA 2 ML 72 AGTSCF D B3
KRR N3k ” KFBEE FEE
3 e 518 RAE BF DFEEHED S o &5 1BONY bk
4 == RAE BF BWDOL I ab—varFass s CCP5E
DT+
5 7T b/ AREE H® EFWRF UV X aFED SO ST A
BAR  fH— ” ” MPXALP @B
HOEETF BREIZA K BF
6 g W= FRELK - BEER B FABFEHE 7025 ANUMPACD Y
= i BAKRF € 52— BF kovde
7 AH KE BARBET #H® SFEEFED 7075 LHEMOLY XD
gEH E— ” KEBA *
8 B =17 BAET A¥BRA CHHE-BEDOY 2L F 4 v H—HRR
DO Fuas 5. FEMSE2 DR
9 B = IR 2 WEE L 2 v 7 VERIT X B—IRTTE N TFDE
HREETF ” KEFBEHE B~ n 554 POLEXHODBIF
10 | BRE wEHk [LAE BF MCSCF7u435 LGAMES SO~ k
WAt




11 B8 HEsA JbAkE KEFRA BEFOCIHEDF o455 LATOMCI ©

PR AR 1k ” B % f=pe

12 | WL B JekBEE KR4 CIsED 7u %5 4MI CAS DBIRKEE
BHE ®HA ” S
YA #hiE ” KEEGEA

18 | *HEH Hu54 JbAEE  KEBEE SFEBEFE S0 454 VIBROBEK
A ” S

14 Hr &K RILA, —EE #HE CIHEDFu#54GSTDCI DBI%
Wl B BRI AE

15 | F¥& Hz AN Bh#EE BEED N> REED S0 4 5 4 FLAPWO
M = KIRIEA - 6EFY g | BEX

16 | /N ESE HREAET BEE BFEHHFELIaL—v DTS s5 A
MDANO3®D~R% bpivik

17 b 3/ RPN e A il Gaussian80 D MP 2 B2 FMP 8 3D X 2
%[«

18 | A = RickE #i® UNICS8DLARVT v

19 | KR m= JeRE{2 BFEE ERBHNSFHESED/ Sy r— v
MOPAC O

MBF60FEELI AL h 2 - —ar Ea -2 BHAINTODEY, 2—/—a2 Ea—40 HEE%5|
HTRBE a1 SIREDEENRY MEDATRBAESTH Y, TusrS5sa— NeEXETKE
MBdhbo TasSn 5475 VEBL 254 (FLIB) X2 bvficiibdsic), 25 5-kR
(FERDH D) &N PVIRHEZEET 2L SEELI
AFHTOT L 514T5VEUTDOL S BHRTH %0
@ﬁ?ﬂ?imﬁAuwwa%{xﬁa "
N2 bVER
SFHRSa T SL 54T @QCPEFu s34
2ZHh35 fR

@NUMPACS 4735 -[
N2 MVER

OoHFRES o 5L - Ny -k, BRARCENOHIEED» 6Bt IS4, I
FIR@QDQCPESuZ S L 2BTL A7 LI N—= b Uz DRLEHIOESNE>TN S, DD
V=23 F -2y FEUTHET 422 Lith 203N T03, T ZORBICTONTIIEST

AR —FED2— V3 HEurINTHADT, 2—FIIBIBITHE> CEMBT X3, EfTakEn —




K& U2 — v BB 60 R TG 20,1940 TH > 12o
BRI60 EEICHREBUIIATFRE a5 s « Ry r—SRLUTD18HTH %,

COLMBS COLUMBUS: A PROGRAM SYSTEM FOR SCF,MCSCF AND MR-SDCI CALC.
ATOMHF AB INITIO LCAO SCF OF ATOMS. GAUSSIAN ORBITALS ARE USED.
FPTSPN NMR SPIN-SPIN COUPLIN CONSTANT CALCULATION BY FPT INDO
CRYSTA PROGRAM SYSTEM FOR CRYSTAL STRUCTURE ANALYSIS

VREPRT FORTRAN PROGRAM ANALYZER FOR A VECTOR PROCESSOR.

ATOMST SCF PROGRAM FOR ATOMIC CONTRACTED STO CALCULATIONS

JHH 3JHH: NMR VICINAL COUPLING CONSTANTS

GAUS82 GAUSSIAN 82:AB INITIO MOLECULAR ORBITAL CALCULATIONS
BGSTR3 BIGSTRN3: A GENERAL PURPOSE EMPIRICAL FORCE FIELD PROGRAM
EXAFS GRAPHIC PROGRAM SYSTEM FOR EXAFS ANALYSIS

MICA3 A PROGRAM SYSTEM FOR CONFIGURATION MIXING CALCULATION(CI)
SAC85 SAC/SACCI PROGRAM FOR GROUND,EXCITED,IONIZED AND ANION STATE
GSCF3 PROGRAM GSCF3 FOR SCF AND CI CALCULATION

7u 45 MNDO MNDOM TREWEETHHEVHIEHTITI A 770 L HHIERL o B
1304 TdH %0

FIUTDONY bV T 5SS L 28R UI. CNORBEES eSSk 0845 E DT b
LIz 8 DTH %o

MM2 GAUS82 JAMOL3 GAUS80 GAMESS MICA3 MELD
GSCF3 MNDOM

@DQCPEFu 3Lz KEBA v 57 47 FKRECEHFINTOEQCPE (Quantum Chemistry
Program Exchange) 70 75 A %A L T 28D Th H, BHEREKASHTS 5. BTFEDH
BT FEONIBERL TSI L0750, WFE -PH - LFEDOTnFF75T3ENTED, F
BILERLBDTH D, FELAERFORTRANTEGNII S0 55 4T, 2 —FIOEBERT — 7iC
BV —270 S5 ,0BHLY—E2%2fTo T 5,

BFI60 EECHEEHUIZQCPETu s 5 23U TO U HhdFu &5 6T hH 5o

QC0459 RPAC: ELECTRONIC EXCITATION PROPERTIES IN RPA

QC0460 FALLOFF-CURVES FOR UNIMOLECULAR AND TERMOLECULAR REACTIONS
QC0462 PCILO3: PERTURBATION CONFIGURATION INTERACTION (VERSION 3)
QC0463 PSEUROT: PSEUDOROTATIONAL ANALYSIS OF FIVE-MEMBERED RINGS
QC0464 MOPAC: GENERAL-PURPOSE SEMI-EMPIRICAL MO (IBM VERS. OF #406)
QC0465 XASW: X-ALPHA MO PACKAGE

QC0466 DNMR4: CHEMICALLY EXCHANGING NMR SPECTRA (REVISION OF #165)
QC0467 PARST: MOLECULAR PARAMETERS FROM CRYSTAL STRUCTURE ANALYSIS
QC0468 QATREX: RELATIVISTIC EXTENDED HUCKEL (CDC VERSION OF #387)
QC0469 FORTICON8: EXTENDED HUCKEL CALCULATION (CDC VERSION OF #344)
QC0470 DSYMPLOT: SIMULATION OF NMR SPECTRA

QC0471 ITCOOR: ITERATIVE SOLUTION FOR CARTESIAN COORDINATES

QC0472 TDPT: TIME-DEP. PERTURBATION THEORY FOR INELASTIC SCATTERING
QC0473 CLUSTR: ISOTOPE CLUSTER PREDICTION PROGRAM

QC0474 CNDO/2-U: ENHANCED CNDO CALCULATION

QCO0475 DNAMAP: DNA SEQUENCE MANIPULATION AND ANALYSIB PACKAGE
QC0476 MMHELP: MOLECULAR MECHANICS INPUT ASSIST

QCO0477 INTENSITY: TRANSITION PROBABILITIES OF DIATOMIC MOLECULES
QC0478 SPLINE: TENSIONED SPLINE FIT PROGRAM

QC0479 POLYBOX: PARTICLES IN ONE-DIMENSIONAL ARRAYS OF BOXES

QC0480 IONPIT: PITZER ION INTERACTION APPROACH

QC0481 PCK83: A CRYSTAL MOLECULAR PACKING ANALYSIS PROGRAM

QC0482 HONDOS5/MP2: HONDO + MOLLER-PLESSET 2 (DEC VERSION)

QC0483 DENPOT/80: ELECTRON AND SPIN DENSITY, ELEC-STATIC POTENTIAL
QC0484 SOGP: A PROGRAM FOR RECOGNIZING ORBITAL SYMMETRY

QC0485 GEOMO: MOLECULAR GEOMETRY AND ORBITAL (CDC VERSION OF #290§ ~



QC0486
QC0487
QCco0488
QC0489
QC0490
QC0491
QC0492
QC0493
QC0494
QC0495
QC0496
QC0497
QC0498
QC0499
Qco500

MOPAC: GENERAL-PURPOSE SEMI-EMPIRICAL MO (CDC VERS. OF #464)
GEOMO/RV: GEOMO + ROT-VIB PROPERTY (CDC VERSION OF #240,350)
RAPID INTERACTIVE STRUCTURE INPUT FOR MM2

MOLDYN: MOLECULAR DYNAMICS MODELS BY NMR DATA

MEPHISTO: MOLECULAR ELECTRONIC POTENTIALS

BIGMOLLI: GAUSSIAN INTEGRALS PACKAGE (IBM VERSION OF QC0328)
DENSITY: DENSITY PLOTS FROM MOPAC (VAX VERSION)

DRAW: MOLECULAR DRAWING PROGRAM FROM MOPAC (VAX VERSION)
MOHELP: HELP FOR MOPAC,DRAW,DENSITY PROGRAMS

MOSOL: MNDO SOLID STATE PROGRAM (VAX VERSION)

POLYMODE: VIBRATION OF COUPLED ANHARMONIC OSCILLATORS
PAIRS: ANALYSIS OF INFRARED SPECTRA (VAX VERSION)

SCF-ORBITAL: PERTURBATION FOR NUCLEAR-SPIN COUPLING CONSTANT
ISHTAR: ANALYSIS OF NMR AND QUADRUPOLAR RELAXATION

GAUSSIAN 80:

IBM VERSION I1I
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==== IMS PROGRAM LIBRARY ====

¥¥*¥%x% LIST OF PROGRAMS IN THE GIVEN FIELD XXXxXxX
FIELD CODE : AS10
FIELD TITLE : SOLID STATE AND SURFACE.

NO. PROGRAM ID PROGRAM TITLE
001 MDANO3 MOLECULAR DYNAMICS FOR ALKALI NITRATE
002 DVSCAT NUMERICAL-BASIS~SCC-DV-XALPHA MO AND CLUSTER CALCULATION

003 EHTB EXTENDED HUCKEL METHOD FOR TWO DIMENSIONAL PERIODIC SYSTEMS
FIELD CODE : AS20 .

FIELD TITLE : POLYMER AND LIQUID CRISTAL.

NO. PROGRAM ID PROGRAM TITLE

FIELD CODE : AS30

FIELD TITLE : LIQUID AND SOLUTION.

NO. PROGRAM 1D PROGRAM TITLE

001 MDANO3 MOLECULAR DYNAMICS FOR ALKALI NITRATE

002 MDSALT MOLECULAR DYNAMICS SIMULATION FOR MOLTEN SALT

003 CLAMPS CLAINMPS: CLASSICAL MANY PARTICLE SIMULATOR
004 NLPLSQ LEAST-SQUARES PROGRAM FOR REFINING L1QUID STRUCTURE MODELS
005 KURVLR PROGRAM FOR ANALYSING X-RAY DIFFRACTION DATA OF LIQUID

FIELD CODE : BI10

FIELD TITLE : BIOMOLECULES.

NO. PROGRAM 1ID PROGRAM TITLE

001 NASH SEARCH FOR NEAR ATOMS IN A PROTEIN

002 STEREO STEREO DRAWING OF SKELETAL MODEL OF PROTEINS.

003 CONVRT CONVERSION OF BNL DATA FORMATS TO PSPCS FORMAT

004 DISMAP TRIANGULAR DISTANCE MAP OF A PROTEIN

005 ASA ACCESSIBLE SURFACE AREA OF A PROTEIN

006 BENDER PARAMETER CALCULATION FOR BYRON'S BENDER MODEL

007 SUPPOS SUPERPOSITION OF TWO SIMILAR CONFORMATION OF PROTEIN(S)

008 BSIP BASIC STRUCTURAL INFORMATION ON PROTEIN FROM PDB DATA
009 TASP ANALYSIS OF PRIMARY AND SECONDARY STRUCTURES OF PROTEIN
o010 PDB THE PROTEIN DATA BANK

o11 PRTXYZ XYZ COORDINATES OF MODEL STRUCTURE OF PROTEIN
012 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN

FIELD CODE : CR20

FIELD TITLE : CARTESIAN COODINATES OF ATOMS IN MOLECULES.

NO. PROGRAM ID PROGRAM TITLE

001 ORTEP ORTEP DRAWING OF MOLECULAR AND CRYSTAL STRUCTURE

002 BSIP BASIC STRUCTURAL INFORMATION ON PROTEIN FROM PDB DATA
003 TASP ANALYSIS OF PRIMARY AND SECONDARY STRUCTURES OF PROTEIN
004 PDB THE PROTEIN DATA BANK

005 PRTXYZ XYZ COORDINATES OF MODEL STRUCTURE OF PROTEIN
006 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN
007 MDP MOLECULAR DISPLAY PROGRAM

008 STERIC STEREOCHEMISTRY BY INPUT OF CHEMO

FIELD CODE : CR3V
FIELD TITLE : MOLECULAR MECHANICS AND FORCE FIELD CALCULATIONS.



NO. PROGRAM ID PROGRAM TITLE

001 MM2 MOLECULAR MECHANICS CALCULATION BY MM2 FORCE FIELD MODEL
FIELD CODE : CR30

FIELD TITLE : MOLECULAR MECHANICS AND FORCE FIELD CALCULATIONS.

NO. PROGRAM ID PROGRAM TITLE

001 MM2 MOLECULAR MECHANICS CALCULATION BY MM2 FORCE FIELD MODEL

002 MMIPI1 MOLECULAR MECHANICS CALCULATION OF UP TO 100-ATOM MOLECULES
003 MMIPI3 MOLECULAR MECHANICS CALCULATION OF UP TO 300-ATOM MOLECULES
Q04 MMIY3 MOLECULAR MECHANICS CALCULATION FOR 6—-COORDINATED COMPQUNDS
005 MDANO3 MOLECULAR DYNAMICS FOR ALKALI NITRATE

006 CLAMPS CLAMPS: CLASSICAL MANY PARTICLE SIMULATOR

007 BGSTR3 BIGSTRN3: A GENERAL PURPOSE EMPIRICAL FORCE FIELD PROGRAM

FIELD CODE : DB1O
FIELD TITLE : DATA BASES.

NO. PROGRAM ID PROGRAM TITLE

001 QcLDpB QUANTUM CHEMISTRY LITERATURE DATA BASE SYSTEM

002 QCHECK CHECK ROUTINE OF QUANTUM CHEMISTRY LITERATURE DATA BASE
003 ISLINE ATOMIC AND MOLECULAR SPECTRAL LINE DATA RETRIEVAL SYSTEM
004 CHEMIC CHEMICS :AUTOMATED ORGANIC CHEMICAL STRUCTURE ELUCIDATION
005 IR2 INFRARED SPECTRAL RETRIEVAL SYSTEM

006 CMQCA CARNEGIE-MELLON QUANTUM CHEMISTRY ARCHIVE

007 STERIC STEREOCHEMISTRY BY INPUT OF CHEMO

008 QCBDB QUANTUM CHEMISTRY BASIS SET DATA BASE

FIELD CODE : EG10

FIELD TITLE : EDUCATIONAL TOOLS.

NO. PROGRAM ID PROGRAM TITLE

001 OTHELO %% OTHELLO GAME FOR TSS EDUCATION Xxkx
FIELD CODE : EG20

FIELD TITLE : GENERAL UTILITIES.

NO. PROGRAM 1D PROGRAM TITLE

001 LIBE SOURCE PROGRAM MAINTENANCE UTILITY

002 FCBSD FILE ACCESS ROUTINES WHICH CAN BE USED IN FORTRAN PROGRAM
003 PSTOPO CONVERT FORTRAN SOURCE DATA FROM PS-DSN. TO PO-DSN(MEM).
004 POTOPS CONVERT FORTRAN SOURCE DATA FROM PO-DSN(MEM). TO PO-DSN.
005 REPORT DISPLAY MODULE-REFERENCE RELATION IN TABLES AND CHARTS.
006 PFORTV PFORT VERIFIER:CHECK OF FORTRAN PROGRAM FOR PORTABILITY
007 FCMP FILE COMPARE

008 FLOW FORTFLOW

009 FORDAP FORDAP (FORTRAN PROGRAM DYNAMIC ANALYSIS PACKAGE)

010 STINGY STINGY PRINTER

011 PROFIL PROFILE

012 SFORT FORMAT TRANSFORMER FOR FORTRAN COMPILE LIST

013 PSPART EXTRACT SPECIFIED ROUTINES FROM A FORTRAN PROGRAM PACKAGE
014 DRAWDG DIAGRAM:GENERATION OF GOLDSTONE AND BLOCH-BRANDOW DIAGRAMS
015 OUTFIT UTILITY PROGRAM PACKAGE WRITTEN IN PL/I TO HANDLE DATASET
016 PKIT PROGRAMMER 'S KIT : TSS COMMAND PROCEDURES FOR CODING AID
017 COUNTF FORMAT TRANSFORMER FOR FORTRAN77 EXECUTION MAP

018 TSS517 PROGRAM FOR TELECOMMUNICATION BY NEC PC-8801 COMPUTER

019 VREPRT FORTRAN PROGRAM ANALYZER FOR A VECTOR PROCESSOR.

FIELD CODE : GP1O
FIELD TITLE : GRAPHIC PROCESSING.



NO. PROGRAM 1ID PROGRAM TITLE

001 JAPIC1 PLOTTER WRITING OF MO AND DENSITY BY AB INITIO METHODS
002 JAP1C2 PLOTTER AND GRAPHIC DISPLAY WRITING OF MO AND DENSITY
003 ORTEP ORTEP DRAWING OF MOLECULAR AND CRYSTAL STRUCTURE

004 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN

005 MDP MOLECULAR DISPLAY PROGRAM

006 CRYSTA PROGRAM SYSTEM FOR CRYSTAL STRUCTURE ANALYSIS

007 EXAFS GRAPHIC PROGRAM SYSTEM FOR EXAFS ANALYSIS

FIELD CODE MI10
FIELD TITLE : MOLECULAR INTEGRALS.

NO. PROGRAM 1ID PROGRAM TITLE

001 CGTORL MOLECULAR INTEGRALS FOR THE RELATIVISTIC INTERACTIONS
002 CGTOFD FIELD AND FIELD GRADIENT INTEGRALS OF CGTO

003 PA300 EVALUATE ONE- AND TWO—-ELECTRON INTEGRALS

004 PA600O ONE-ELECTRON PROPERTIES PACKAGE

FIELD CODE : NM1O

FIELD TITLE : MATRIX,ALGEBRAIC AND ARITHMETIC UTILITY.

NO. PROGRAM ID PROGRAM TITLE

001 SALS STATISTICAL ANALYSIS WITH LEAST SQUARES FITTIG

002 REDUCE REDUCE-2 SYMBOLIC AND ALGEBRAIC PROGRAMMING SYSTEM

003 NICER NAGOYA ITERATIVE COMPUTATION EIGEN ROUTINES

004 NLPLSQ LEAST-SQUARES PROGRAM FOR REFINING LIQUID STRUCTURE MODELS
005 KURVLR PROGRAM FOR ANALYSING X—-RAY DIFFRACTION DATA OF L1QUID

006 EMOR1 EXTENDED METHOD OF OPTIMAL RELAXATION FOR EIGENPROUBLEMS

FIELD CODE : NM4O
FIELD TITLE : SYMMETRY ANALYSIS.

NO. PROGRAM 1ID PROGRAM TITLE
001 WIGNER MAGNITUDES OF 3-J AND 6-J SYMBOLS

FIELD CODE : sSC10
FIELD TITLE : SCATTERING AND TRAJECTORY.

NO. PROGRAM 1D PROGRAM TITLE

001 MOLSCT MOLSCAT: MOLECULAR SCATTERING PROGRAM

002 CSACST CROSS SECTIONS OF ATOMIC COLLISIONS BY SEMICLASSICAL THEORY
003 GORDON COUPLED CHANNEL SCATTERING MATRICES

FIELD CODE : SC20

FIELD TITLE : CRYSTALLOGRAPHY.

NO. PROGRAM ID PROGRAM TITLE

001 NASH SEARCH FOR NEAR ATOMS IN A PROTEIN

002 STEREO STEREO DRAWING OF SKELETAL MODEL OF PROTEINS.

003 CONVRT CONVERSION OF BNL DATA FORMATS TO PSPCS FORMAT

004 DISMAP TRIANGULAR DISTANCE MAP OF A PROTEIN

005 ASA ACCESSIBLE SURFACE AREA OF A PROTEIN

006 BENDER PARAMETER CALCULATION FOR BYRON'S BENDER MODEL

007 SUPPOS SUPERPOSITION OF TWO SIMILAR CONFORMATION OF PROTEIN(S)
008 PGCCMB CONFORMATIONAL ANALYSIS BY BOYD'S METHOD.

009 UNICS3 UIVERSAL CRYSTALLOGRAPHIC COMPUTATION PROGRAM SYSTEM
010 ORTEP ORTEP DRAWING OF MOLECULAR AND CRYSTAL STRUCTURE

o011 BSIP BASIC STRUCTURAL INFORMATION ON PROTEIN FROM PDB DATA
012 TASP ANALYSIS OF PRIMARY AND SECONDARY STRUCTURES OF PROTEIN
013 MULTAN AUTOMATIC SOLUTION OF CRYSTAL STRUCTURES BY DIRECT METHOD



014 PDB THE PROTEIN DATA BANK

015 PRTXYZ XYZ COORDINATES OF MODEL STRUCTURE OF PROTEIN

o016 NLPLSQ LEAST-SQUARES PROGRAM FOR REFINING LIQUID STRUCTURE MODELS
017 KURVLR PROGRAM FOR ANALYSING X-RAY DIFFRACTION DATA OF LIQUID

018 CRYSTA PROGRAM SYSTEM FOR CRYSTAL STRUCTURE ANALYSIS

019 EXAFS GRAPHIC PROGRAM SYSTEM FOR EXAFS ANALYSIS

FIELD CODE : sSL10
FIELD TITLE : SPECIAL LANGUAGES.

NO. PROGRAM 1D PROGRAM TITLE
001 HLISP HLISP PROGRAMMING SYSTEM
002 REDUCE REDUCE—-2 SYMBOLIC AND ALGEBRAIC PROGRAMMING SYSTEM

FIELD CODE : sS10
FIELD TITLE : SPECTROSCOPY AND INSTRUMENTAL ANALYSIS.

NO. PROGRAM 1D PROGRAM TITLE
001 DIAVIB CALC. OF NUMERICAL VIBRATIONAL WAVEFUNCTION FOR DIATOMICS
002 DIAINT CALC. OF FCF AND ELECTRONIC SPECTRA OF DIATOMIC MOLECULES

FIELD CODE : SS30
FIELD TITLE : NMR SPECTROSCOPY.

NO. PROGRAM 1D PROGRAM TITLE

001 DNMR3 SIMULATION OF EXCHNGE BROADEMED NMR SPECTRA

002 LAOCN3 ANALISIS OF HIGH RESOLUTION NMR SPECTRA

003 CHEMIC CHEMICS :AUTOMATED ORGANIC CHEMICAL STRUCTURE ELUCIDATION

004 JHH 3JHH: NMR VICINAL COUPLING CONSTANTS

FIELD CODE : SS50

FIELD TITLE : VIBRATIONAL AND ROTATIONAL SPECTROSCOPY.

NO. PROGRAM 1D PROGRAM TITLE

001 NCTB NORMAL COORDINATE TREATMENT OF MOLECULAR VIBRATIONS
002 CVOA NORMAL COORDINATE TREATMENT OF CRYSTAL VIBRATIONS

003 LSVR3 LEAST-SQUARES ANALYSIS OF VIB-ROT SPECTRA OF AN ASYM. TOP
004 LSRES3 L.S. ANALYSIS OF VIB-ROT SPECTRA OF ASYM. TOP IN RESONANCE
005 BC3 CALCULATION OF VIB-ROT SPECTRA OF ASYMMETRIC TOP

006 BCRES3 CALC. OF VIB-ROT SPECTRA IN RESONANCE FOR AN ASYMM. TOP
007 ENVLOP CALCULATION OF BAND ENVELOPES OF VIB~ROT SPECTRA

008 DISPL3 DISPLAY OF THEORETICAL VIB-ROT SPECTRA

009 ASSIGN ASSIGN DIAGRAM FOR THE ASSIGNMENT OF VIB—-ROT SPECTRA

o010 ISLINE ATOMIC AND MOLECULAR SPECTRAL LINE DATA RETRIEVAL SYSTEM
011 CHEMIC CHEMICS :AUTOMATED ORGANIC CHEMICAL STRUCTURE ELUCIDATION
o112 IR2 INFRARED SPECTRAL RETRIEVAL SYSTEM

013 SERIES LOOMIS-WOOD DIAGRAM FOR FINDING LINE SERIES

014 DIAVIB CALC. OF NUMERICAL VIBRATIONAL WAVEFUNCTION FOR DIATOMICS
015 DIAINT CALC. OF FCF AND ELECTRONIC SPECTRA OF DIATOMIC MOLECULES

FIELD CODE
FIELD TITLE

WF1V
WAVEFUNCTIONS BY AB INITIO METHODS.

v ee

NO. PROGRAM ID PROGRAM TITLE

001 GAUS82 GAUSSIAN 82:AB INITIO MOLECULAR ORBITAL CALCULATIONS

002 JAMOL3 AB INITIO LCAO MO SCF CALCULATION

003 GAUS80 GAUSSIAN 80 : AB INITIO MO CALCULATION (HITAC VERSION)
004 GAMESS GENERAL ATOMIC AND MOLECULAR ELECTRONIC STRUCTURE SYSTEM
005 MICA3 A PROGRAM SYSTEM FOR CONFIGURATION MIXING CALCULATION(CI)
006 MELD PROGRAM FOR MANY ELECTRON DESCRIPTION

007 GSCF3 PROGRAM GSCF3 FOR SCF AND CI CALCULATION



FIELD CODE
FIELD TITLE

NO.
001
002
003
004
005
006
007
008
009
010
011
012
013
014
015
016
017
018
019
020
021
022
023
024
025
026
027
028
029
030
031
032
033
034
035
036
037
038
039

FIELD CODE
FIELD TITLE

NO.
001

PROGRAM

MNDOM

FIELD CODE
FIELD TITLE

NO.
001
002
003
004
005
006
007

WF10
¢ WAVEFUNCTIONS BY AB INITIO METHODS.

PROGRAM 1ID PROGRAM TITLE
QcLDB QUANTUM CHEMISTRY LITERATURE DATA BASE SYSTEM
JAMOL3 AB INITIO LCAO MO SCF CALCULATION
ATOMHF AB INITIO LCAO SCF OF ATOMS. GAUSSIAN ORBITALS ARE USED
HONDOG AB INITIO LCAO-SCF-MO METHOD AND GRADIENT METHOD
SCEP SELF~CONSISTENT ELECTRON PAIRS METHOD
IMSPAC AB INITIO SCF MO CALCULATIONS
RKNGAU RIKEN GAUSSIAN7O
IMSPAK GEOMETRY OPTIMIZATION BY AB INITIO SCF-MO CALCULATIONS
COMICA A PROGRAM SYSTEM FOR CONFIGURATION MIXING CALCULATION(CI)
IPCREF EFFECTIVE HAMILTONIAN MATRIX CONFIGURATION INTERACTION(EFCI).
PA200 LIST OF ONE- AND TWO-ELECTRON INTEGRAL LABELLS
PA300 EVALUATE ONE- AND TWO-ELECTRON INTEGRALS
PA4O9 CLOSED-SHELL SCF AND POPULATION ANALYSIS PACKAGE
PA600O ONE-ELECTRON PROPERTIES PACKAGE
INTCPY INTEGRAL COPY ROUTINE OF POLYATOM SYSTEM
GAUS76 AB INITIO MO CALCULATION. GAUSSIAN 76 M-VERSION.
ALIS AB INITIO MCSCF PROGRAM FOR ATOMS AND MOLECULES
JAPIC1 PLOTTER WRITING OF MO AND DENSITY BY AB INITIO METHODS
JAPIC2 PLOTTER AND GRAPHIC DISPLAY WRITING OF MO AND DENSITY
GUGACI GRAPHICAL UNITARY GROUP APPROACH CI BY ISAIAH SHAVITT
DRAWDG DIAGRAM:GENERATION OF GOLDSTONE AND BLOCH-BRANDOW DIAGRAMS
GSCF2 PROGRAM GSCF2 WITH ONE-HAMILTONIAN AND PARTIAL SCF METHOD
GAMESS GENERAL ATOMIC AND MOLECULAR ELECTRONIC STRUCTURE SYSTEM
GAUSBO GAUSSIAN 80 : AB INITIO MO CALCULATION (HITAC VERSION)
ALCHEM ALCHEMY:AB INITIO ELECTRONIC STRUCTURE CALCULATION PACKAGE
CMQCA CARNEGIE-NEL%ON QUANTUM CHEMISTRY ARCHIVE
ATOMCI CONFIGURATION INTERACTION PROGRAM FOR ATOMS
CASSCF A PROGRAM FOR COMPLETE ACTIVE SPACE SCF CALCULATIONS
PSHOND PSEUDOPOTENTIAL VERSION OF MO PROGRAM HONDO
MELD PROGRAM FOR MANY ELECTRON DESCRIPTION
JANIE1 NUMERICAL INTEGRATION OF ELECTRON DENSITY
GRAMOL GRADIENT METHOD PROGRAM
COLMBS cCOLUMBUS: A PROGRAM SYSTEM FOR SCF,MCSCF AND MR-SDCI CALC.
ATOMST SCF PROGRAM FOR ATOMIC CONTRACTED STO CALCULATIONS
GAUS82 GAUSSIAN 82:AB INITIO MOLECULAR ORBITAL CALCULATIONS
MICA3 A PROGRAM SYSTEM FOR CONFIGURATION MIXING CALCULATION(CI)
SACB85 SAC/SACCI PROGRAM FOR GROUND,EXCITED,IONIZED AND ANION STATE
GSCF3 PROGRAM GSCF3 FOR SCF AND CI CALCULATION
QcBDB QUANTUM CHEMISTRY BASIS SET DATA BASE

WFa2v
WAVEFUNCTIONS BY CNDO,INDO,AND MINDO METHOD.

ID PROGRAM TITLE
MNDIFIED VERSION OF MNDO SCF MO CALCULATION PROGRAM

: WF20
¢ WAVEFUNCTIONS BY CNDO,INDO,AND MINDO METHOD.

PROGRAM ID PROGRAM TITLE
MINDO3 MO CALCULATIONS BY MINDO/3 METHOD
CNINDO MO CALCULATION BY CNDO AND INDO METHODS
MNDOM MNDIFIED VERSION OF MNDO SCF MO CALCULATION PROGRAM
FPTNMR CALCULATION OF NMR CHEMICAL SHIFT BY FPT-INDO/CNDO
CNDOS CNDO/sS-CI: MODIFIED CNDO AND CI METHOD
MNDOC CORRELATED SEMIEMPIRICAL CALCULATIONS WITH GEOM.OPT.
FPTSPN NMR SPIN-SPIN COUPLIN CONSTANT CALCULATION BY FPT INDO



FIE
FIE

NO.
001
002
003
004
005
006
007
008

¥%%% TOTAL NUMBER OF UNIQUE PROGRAMS XXXx

LD CODE
LD TITLE

PROGRAM
HMO
DVSCAT
GPQDD
PPP
EHTB
ICON
HUCKEL
MPXALP

WF30

¢ WAVEFUNCTIONS BY HUECKEL,EXTENDED HUECKEL,PPP METHOD.

HUECKEL MOLECULAR ORBITAL CALCULATION

PROGRAM TITLE

NUMERICAL-BASIS-SCC~-DV—-XALPHA MO AND CLUSTER CALCULATION
GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN
SCF-CI-PI-MO PROGRAM WITH PPP APPROXIMATION

EXTENDED HUCKEL METHOD FOR TWO DIMENSIONAL PERIODIC SYSTEMS

EXTENDED HUCKEL CALCULATIONS FOR MOLECULES
HUCKEL CALCULATIONS FOR MOLECULES
MODEL POTENTIAL X-ALPHA METHOD

X%X%k%k SORTED UNIQUE PROGRAMS XXXX

132

ALCHEM ALIS
BCRES3 BC3
CGTORL CHEMIC
COMICA CONVRT
DIAVIB DISMAP
EMOR1 ENVLOP
FPTNMR FPTSPN
GPQDD GRAMOL
HONDOG HUCKEL
IR2 ISLINE
KURVLR LAOCN3
MDSALT MELD
MM2 MNDOC
NCTB NICER
PA300 PA4O9
POTOPS PPP
QcCBDB QCHECK
SALS SCEP
SUPPOS TASP

ASA
BENDER
CLAMPS
COUNTF
DISPL3
EXAFS
GAMESS
GSCF2
ICON
JAMOL3
LIBE
MICA3
MNDOM
NLPLSQ
PA&0OO
PROFIL
QCLDB
SERIES
TSS517

ASSIGN
BGSTR3
cMQCcA
CRYSTA
DNMR3
FCBSD
GAUS76
GSCF3
IMSPAC
JANIE1
LSRES3
MINDO3
MOLSCT
ORTEP
PDB
PRTXYZ
REDUCE
SFORT
UNICS3

IMS COMPUTER CENTER:

3.3 F—a~—2BRKR

ATOMCI
BSIP
CNDOS
CSACST
DRAWDG
FCMP
GAUS80
GUGACI
IMSPAK
JAPIC1
LSVR3
MMIPI1
MPXALP

OTHELO

PFORTV
PSHOND
REPORT
STEREO
VREPRT

LAST UPDATE
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CNINDO
CVOA
DVSCAT
FLOW
GAUSB2
HLISP
INTCPY
JAPIC2
MDANO3
MMIPI3
MULTAN
OUTFIT
PGCCMB
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RKNGAU
STERIC
WIGNER
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PSTOPO
SAC85
STINGY
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