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#3333 LIST OF PROGRAMS IN THE GIVEN FIELD

I3

FIELD CODE
FIELD TITLE :

BI10
BIOMOLECULES.

NO. PROGRAM 1D

001 NASH
002 STEREO
003 CONVRT
004 DISMAP
005 ASA
006 BENDER
007 SUPPQOS
FIELD CODE

FIELD TITLE

NOo. PROGRAM

001
002
003

MM2
MMIPI1
MMIPI3

FIELD CODE
FIELD TITLE

SEARCH FOR NEAR ATOMS IN A PROTEIN

PROGRAM TITLE

STEREO DRAWING OF SKELETAL MODEL OF PROTEINS.
CONVERSION OF BNL DATA FORMATS TO PSPCS FORMAT
TRIANGULAR DISTANCE MAP OF A PROTEIN

ACCESSIBLE SURFACE AREA OF A PROTEIN

PARAMETER CALCULATION FOR BYRON'S BENDER MODEL
SUPERPOSITION OF TWO SIMILAR CONFORMATION OF PROTEIN(S)

CR30
MOLECULAR MECHANICS AND FORCE FIELD CALCULATIONS.

ID

PROGRAM TITLE

MOLECULAR MECHANICS CALCULATION BY MM2 FORCE FIELD MODEL
MOLECULAR MECHANICS CALCULATION OF UP TO 100-ATOM MOLECULES
MOLECULAR MECHANICS CALCULATION OF UP TO 300-ATOM MOLECULES

¢ DB1O
DATA BASES.

NOe. PROGRAM ID

001
002

QCLDB
QCHECK

PROGRAM TITLE

QUANTUM CHEMISTRY LITERATURE DATA BASE SYSTEM
CHECK ROUTINE OF QUANTUM CHEMISTRY LITERATURE DATA BASE



FIELD CODE
FIELD TITLE

e oo

NO. PROGRAM ID
001 OTHELO

FIELD CODE :
FIELD TITLE :

NO. PROGRAM 1D
001 LIBE

002 FCBSD
003 PSTOPO
004 POTOPS
005 REPORT

FIELD CODE
FIELD TITLE

NO. PROGRAM ID
001 CGTORL
002 CGTOFD

FIELD CODE
FIELD TITLE 3

NOe PROGRAM 1D
001 SALS

FIELD CODE 3
FIELD TITLE

NOe. PROGRAM 1D
001 NASH

002 STEREO
003 CONVRT
004 DISMAP
005 ASA

006 BENDER
007 SUPPOS

FIELD CODE @
FIELD TITLE :

NO+ PROGRAM [D
001 DNMR3
002 LAOCN3

FIELD CODE
FIELD TITLE :

NOeo PROGRAM TD
001 NCTB
002 CVOA

EG10
EDUCATIONAL TOOLS.

PROGRAM TITLE
#3#3t OTHELLO GAME FOR TSS EDUCATION 333t

EG20
GENERAL UTILITIES.

PROGRAM TITLE
SOURCE PROGRAM MAINTENANCE UTILITY
FILE ACCESS ROUTINES WHICH CAN BE USED IN FORTRAN PROGRAM
CONVERT FORTRAN SOURCE DATA FROM PS-DSNe TO PO-DSN(MEM),
CONVERT FORTRAN SOURCE DATA FROM PO=~DSN(MEM)s TO PO=DSNe
PRINT=-0UT TABLES & GRAPHS OF MODULE-REFERENCE FROM LKEDeMAP

MI10-
MOLECULAR INTEGRALS.

PROGRAM TITLE
MOLECULAR INTEGRALS FOR THE RELATIVISTIC INTERACTIONS
FIELD AND FIELD GRADIENT INTEGRALS OF CGTO

WM10
MATRIX9sALGEBRATC AND ARITHMETIC UTILITY.

PROGRAM TITLE
STATISTICAL ANALYSIS WITH LEAST SGQUARES FITTING

SC20
CRYSTALLODGRAPHY .

PROGRAM TITLE
SEARCH FOR NEAR ATOMS IN A PROTEIN
STEREO BRAWING OF SKELETAL MODEL OF PROTEINS,
CONVERSION QOF BNL DATA FORMATS TO PSPCS FORMAT
TRIANGULAR DISTANCE MAP OF A PROTEIN
ACCESSIBLE SURFACE AREA OF A PROTEIN
PARAMETER CALCULATION FOR BYRON'S BENDER MODEL
SUPERPOSITION OF TWQ SIMILAR CONFORMATION OF PROTEIN(S)

S$530
NMR SPECTROSCOPY.

PROGRAM TITLE
SIMULATION OF EXCHNGE BROADEMED NMR SPECTRA
AMALISIS OF HIGH RESOLUTION NMR SPECTRA

S§50
VIBRATIONAL AND ROTATIONAL SPECTROSCOPY.

PROGRAM TITLE
NORMAL COORDINATE TREATMENT 0OF MOLECULAR VIBRATIONS
NORMAL COORDINATE TREATMENT NF CRYSTAL VIBRATIONS



FIELD CODE ¢ WF10
FIELD TITLE ¢ WAVEFUNCTIONS 8BY AB INITIO METHODS.

NO« PROGRAM 1D PROGRAM TITLE

001 QCLDB QUANTUM CHEMISTRY LITERATURE DATA BASE SYSTEM

002 JAMOL3 AR INITIO LCAQO MO SCF CALCULATION

003 ATOMHF AR INITIO LCAD SCF.OF ATOMS. GAUSSIAN ORBITALS ARE USED.
004 HUNDOG AB=-INITIO LCAOQ-SCF-M0O METHOD AND GRADIENT METHOD

005 HONDO AB=INITIO LCAQ=SCF=-MO METHOD

006 SCEP SELF=-CONSISTENT ELECTRON PAIRS METHOU

007 IMSPAC AE INITIO SCF MO CALCULATIONS

008 RKNGAU RIKEN GAUSSIANT7D

009 IMSPAK  GEQMETRY OPTIMIZATION BY AB INITIO SCF-MO CALCULATIONS

FIELD CODE * WF20
FIELD TITLE ¢ WAVEFUNCTIONS 3Y CNDOsINDOsAND MIDO METHOD

NOe PROGRAM ID PROGRAM TITLE
001 MNDO MNDO SCF CALCULATIONMS
002 MINDO3 MO CALCULATIONS BY MINDO/3 METHOUD

003 CNINDO MO CALCULATION BY CKDO AND INDO METHODS

FIELD CODE ¢ WF30
FIELD TITLE : WAVEFUNCTIONS BY HUECKELsEXTENDED HUECKELsPPP METHOD.

NO. PROGRAM 1D PROGRAM TITLE
001 HMO HUECKEL MOLECULAR ORBITAL CALCULATION
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