2004 8

Materials Studio Discover Windows
Materials Studio CASTEP Density Functional Theory
Materials Studio DMol3
Materials Studio ReflexPlus X
Materials Studio DPD & MesoDyn
Materials Studio CombiMAT
Materials Studio FAST
Discovery Studio
Discovery Studio ViewerPro D
Discovery Studio Modeling Windows PC
Discovery Studio MedChem /DB SGI
Explorer Windows Client-Server
Catalyst SGI Linux
SAR
Cerius2/ADME
ADME
Cerius2/LigandFit _
Cerius2/SBF
Cerius2/CombiChem
Cerius2/AutoLudi De novo
Insight Il SGI_Linux
QUANTA X
CNX X NMR SGI Linux AIX
Felix NMR Windows SGI
Accord Windows
Accord for Excel
Microsoft Excel
Accord for Excel Combi Chem Accord for Excel
SD
Failed Reaction Accelrys 30
Method in Organic Synthesis RSC ”Method of Organic Synthesis”
TOPKAT
TSAR
2D QSAR
DIVA
Wisconsin Package (GCG) SGI Alpha
Linux
SeqWeb Wisconsin Package web Windows
SeqStore Oracle DBMS SUN AIX
MacVector Macintosh Mac
Discovery Studio Gene Windows
Discovery Studio GeneAtlas HTM High Throughput Modeling SUN Linux
Discovery Studio AtlasStore SUN Windows
MAAT ACRONET ACRONET Windows98/Me
2000/NT
MUGEN Extractor PubMed Windows2000/X

=]




ARCS+

CRF

Windows2000

WindowsXP
2000 98SE
MacOS9

Advance ProteinDF

Linux
1GB

GUI
Windows,Linux
1GB

Javaz,
Java3D,Jpeg
gnuplot

Advance BioStation

Windows
XP, Linux
PC, Linux PC
Hitachi
SR SGI
Altix

Java2, Java3D

Advance CHASE-3PT

Linux, Unix
LAPACK MPI

Advance FrontFlow

IRX(Ver6.4,Ver6.
5),

OSF1(Ver5.1),
HI-UX
MPP(Ver03.07),
SunOS(Ver5.9),
UnixSystemV Li
nux(Ver2.4.19)

Advance NEXST

NASTRAN

Intel Xeon
Cluster/Red Hat|
Linux 7.3,
MPICH(1.2.4),
Intel C++ 7.1,
Intel FORTRAN
7.1

Advance RINDOW

Windows

XP  Linux
Unix
Java2

Advance HPC-MW

HPC PC

PC

HPC-MW

Advance TFLAGS

MBE CVD

PC

OS: Windows,
Linux, Mac OS
X, UNIX
CPU: Pentium4
1GHz

: DDR-
SDRAM 512MB

GENIE 150 94
MolWorks Verl.7 Windows98 2000 9
GAUSSIAN MOPAC GAMESS WindowsNT/200
. http://www.molworks.com/[0 MacOS
Linux
Q-Chem N ab initio |Linux IBM 1993 3
SGI Compaq
Alpha SUN
KnowltAll ( IR Raman NMR MS Windows2000 |22 2001 10




1 IR 98 NMR|2003 4
89 MS56
/1
IR ver5 2000 4
Computational Chemistry Total Gaussian 03 SUN RS/6000 |10 300 1987 7
Solutions Linux, Unix HP IRIS
Chemi-, Biolnformatics Windows
CONFLEX5 CONFLEX5 Mac Linux 2001 4
Windows
CONFLEX5
Parallel CONFLEX CONFLEX Mac Linux 2001 4
Flap Flip Windows
MD Il
PC1
DNA RNA
Parallel CONFLEX
AMBERS8 AMBER UNIX  Linux 2000 4
MDGRAPE-2
Windows
parm96 OPLS
Gaussian03 Gaussian 03 1999 UNIX Linux 2003 4
Windows Mac
J.APople
ONIOM
BioBookG4 BioBookG4 Mac Windows 2003 4
Apple PowerBookG4
2003 4
BARISTA BARISTA Linux, Windows 2002 4
BARISTA
MDGRAPE-2 MDGRAPE-2 Linux 2003 4
MDGRAPE-2 64GFlops
50GFlops
CONFLEX.NET CONFLEX.NET CONFLEX [Linux 38078|
CONFLEX
ChemReact CTC VINITI( ZIC 330
ChemSynth ChemReact
50
CoRM CTC SGI Sun NT
Activity Base ID HTS IBM RS/6000
SGI IRIS
DECAIphaVAX
WindowsNT

Sun




XLFit MS-Excel WindowsNT 10 5,000
Windows95
2000
SARGen ISIS WindowsNT
Windows2000
DEREK for Windows
METEOR
CORINA 3D-Chemical-Database SGI IBM Sun
Automatic 3D-Structure Generator
TOX staff 21 CTC
WindowsNT
SUN
Windows
ADME staff
PK,TK LA
SQL*Stability
LA WindowsNT/200
0 SUN
Windows
SQL*QA GMP GMP QA
QC LA
SQL*LIMS QC LA
Documentum +Web SUN
HP NT
Windows Web
ARISg/j Clinarium SUN
NT
Windows
Oracle Clinical SUN
HP NT
Windows
Oracle TMS MedDRA GCP GPMSP
PH.DataWare CDMS
PH-Clinical
bioSCOUT SGI
Compaq
Web
Lion Discovery Center Bio Cheminformatics SGI
LINUX
Compagq SUN
NT Linux
Lion Target Engine Bioinformatics SGI
LINUX
Compagq SUN
NT Linux
Lion Lead Engine Cheminformatics SGlI
LINUX
Compagq SUN
NT Linux
SRS SUN
SGI Compaq
Linux
Web
GlycoSuite DB
Linux SGI
SUN Compaq
Web
Genomatix Suite Genomatix [Genomatix Internet or
Linux Server
Promoterinspector CTC Internet or
Linux Server
Matinspector Internet or
Linux Server
GEMSLauncher Internet or
Linux Server
ElDorado Internet or
Linux Server
Chip2Promoter Internet or
Linux Server
BiblioSphere - - Internet or
Linux Server
SIMS Scimagix Sun
Win Oracle
web
ProteinMine 2 Sun_Win




arrayTAG Microarray CDNA
arrayBASE arrayTAG Web
ProteinAtlas Confirmant
Linux SGI
SUN Compaq
Web
SRS Objects SRS SGI Compaq
SUN Linux
SRS Prisma SRS
ProteomlQ BioinformatlQ LIMS AIX
DIP
FGENE UNIX
Renaissance Software WindowsNT 2001 1
Oracle
Discovery Tools™ Polyolefins WindowsNT
Systems Oracle
Discovery Tools Heterogeneous 1 2
Catalysis Systems
Discovery Tools Polymer
Properties Systems
Discovery Tools Pre-
Formulations Systems
Space Finder Web Gaussian Windows 2001 3
MOPAC LinuxPC SGI
Compagq SUN
HP IBM
ComputerChemistryFarm Gaussian,Amber,Accelrys Windows 2002 12
LinuxPC SGI
Compag SUN
HP IBM
DiscoveryStudio GUI: Windows 2002 11
DiscoveryStudio :Windows
IBM Linux
MaterialsStudio GUI Windows 2000 9
MaterialsStudio
WindowsHP
Linux
Insight SGI
Insight
Cerius2 Cerius2
QUANTA X
MOPAC2002 WinMOPAC DistanceCutoff Windows 1999 4
Windows MOPAC
PDFAMS RedHatLinux 2003 6 |-
IRIX
KeyMolnet Linux 2004 6 |-
Widows
DNA chip
Chemistry 4-D Draw 7.0 Windows3.1 2 3 8 2002 1,900
95 98 Me 4 15
NT4.0 2000 4 8
Xp
Macintosh(Class
ic)
Merck Index, 13th CD-ROM 10300 CAS Windows3.1 8 7 2001 9
95 98 Me 3 8 70
CD_roM NT4.0 2000
Xp
Visual Cloning 3 Web Windows 98, Me,[19 2 2003 7 290
2000, XP 9 6
ADMEWORKS 5 250 2003 10
Windows2000/X | 3,000
P/2003
300
ADMEWORKS InternetExplorer |(
6.0
(2004 3
)
ADMEWORKS ADMEWORKS - 1 60 2004 4
Ames CYP3A4 (
)PGP BBB




ADMEWORKS/ModelBuilder Windows2000/X |500 2004 3
/ P/2003
( ) |250
500 QSAR (
)
ADME-T
ADMEWORKS
Crystal T.B. : 1000 2003 11
RedHat Linux
73
Internet
Explorer 5.5sp2
SPRESI VINIT ZIC Windows95/98 13 2000 7
400 |Mac 6 5
300
Web (10
)
(25
LigCryst 4.1 LCI LigCryst4 Windows95 98 160 1995 6
8 ME NT4.0 55
85,000 2000
Xsi Xsi-Conf Linux 2003 3
Xsi-SDQSAR
Xsi-Dock
Xsi-Web Java
Xsi-WS XML Xsi-
DB Xsi-Homology
Xsi-DB
WinMOPAC 3.9 MOPAC2002 MOS-F Windows2000 |25 2004 3
XP 15
WinMOPAC 3.9 Pro MOPAC2002 60 2004 3
MOS-F 30
MOPAC2002 ver.1.5 VPP SGlI 60 2003 8
MOS-F COMPAQ HP 30
IBM Linux
ChemFrontier V1.0 / Windows98 5 2199 3
3D WinMOPAC  [NT4.0/2000 5
Me XP 1 3,800
ChemLib )Fortran Windows98 600 2000 1
C++ Fortran NT4.0/2000
Me XP S
(Sun) SGI
BioFrontier/P450 P450 DB Windows2000/N 300 2002 12
T/XP 200
AIPHOS/KOSP Windows2000/X | 00 2004
P (
ChembDraw Ultra/Pro/Std Windows2000/X |12 95 1
P MacOS 5 1
Chem3D Ultra 3 Windows2000/X [24 1 95 1
CS MOPAC Pro P 10 1
E-Notebook Ultra Windows2000/X |24 1 2002 3
P 10 1
The Merck Index The Merck Index 13th Edition Windows2000/X |12 2002 3
10,000 CAS P 51
ChemACX Ultra 330 50 Windows2000/X [24 1 2003 8
P 10 1
ChemINDEX Ultra CAS |Windows2000/X [6 7 2003 8
P 4 4
ChemOffice Ultra/Pro ChemDraw Ultra Chem3D Pro ChemFinder Pro Windows2000/X [41 5 95 1
P 25 8
ChemOffice WebServer Web Windows2000  [300 9 1
DB 200




Materials Explorer (WinMASPHYC Materials Explorer Windows2000, [Ultra 240 2003 12
) WinMASPHYC XP 90
Master
C/S Linux ( 2CPU 120 (
) 60 )Pro
60 30
Std 10
5
CAChe PowerMac 60 91 4
Windows98
NT4.0/2000
QSAR Me XP
CAChe MM2 MM3 20
CAChe 25
CAChe
CAChe ProjectLeader
Quantum CAChe CAChe ProjectLeader 40 97 4
MOPAC MM2/MM3
CAChe 35 2000 11
(DFT ab initio)
Ab initio CAChe WindowsNT4.0/ |60 2000 11
2000 XP
CAChe Worksystem Pro 80 2000 11
QSAR QSPR
CONFLEX PowerMac 15 99 9
MM Windows98
NT4.0/2000
Me XP
CAChe CAChe UNIX IBM RS/6000 [100 92 4
MM2 MM3 MD MOPAC SGI
ZINDO Dgauss
DGauss CAChe UNIX 40 98 4
DFT
CONFLEX CAChe UNIX 25
CAChe Project Leader CAChe PowerMac 94 1
QSAR QSPR Windows98
NT4.0/2000
Me XP
Bio CAChe Windows98 30 2003 5
NT4.0/2000
Me XP
BioMed CAChe 0 2003 5
QSAR QSPR
BioMed CAChe ActiveSite 100 2003 9
CAChe LocalSCF 250 2003 11
CAChe Protein MD BioMedCAChe BioMedCAChe 45 2004 6
GUI AMBER
ACD NMR,MS,UV-IR Windows98/NT/|78 4,000 2002 3
2000/XP
NMR ChemDraw
ISIS
ACD LogD,LogP,Pka,Solubility,Boiling |Windows98/NT/|30 4,000 2002 3
Point) ChemDraw ISIS 2000/XP
ACD HPLC GC HPLC,GC Windows98/NT/|78 4,000 2002 3
2000/ XP
ACD ChemDraw ISIS Windows98/NT/|78 4,000 2002 3
2000/ XP
Genesphere LocusLink  |Windows2000/X {200 2003 8
UniGene P
2004
ADMEWORKS / / 1,000 2003 9
Web Windows2000/X
P
Windows2000/X
PlInternetExplor
er55
ADMEWORKS/ModelBuilder Windows2000/X |500 2004 3
ADMEWORKS P
Tsar SGI 92 7
Hansch
Leo WindowsNT/200

0 XP




Tsar3D TSAR VAMP( 92 7
ASP(
),Corina
TOPKAT Windows98
QSTR NT4.0/2000
Ames RatOralLD50 14 Me XP
DIVA 15 Windows98 62 98 10
NT4.0/2000
Me XP
RS3 Discovery Oracle WindowsNT4.0 [800 9% 1
Oracle S (Sun)
RS3 HTS RS3 Discovery HTS HighThoughput 1,000 96 10
Scree ing HTS
RS3 IAB RS3 DB 450 2001 4
KDE Windows2000/X |35 2003 7
(Kensington Discovery Edition) / P
Oracle RDB
LISH mouse2000 RNA in situ hybridization Mac OSX 60 2003 10
8 ( Windows2000/X
)x 2000 P Linux2.4
Solaris8
Hi-perBLAST NCBI-BLAST PC RedHatLinux 10 /CPU 2003 6
NCBI (8CPU )
CPU
32CPU PC 1CPU
60 )
Hi-perHMMER HMMER PC RedHatLinux 10 /CPU 2004 8
(8CPU )
CPU
Web RedHatLinux 300 ( 2003 9
Release/New Solaris8 )
Web
Web
GENETYX Ver. Windows WindowsXP/Me 9% 4
/98/2000/NT4.0
GENETYX-MAC Ver.12 Macintosh Macintosh OS 91 12
G-MAP(Ver.1) Windows 38078
XP/2000
GENETYX-PDB Ver5 Windows/MacO 2000 5
DB BLAST FAST S +JAVA2
NCBI BLAST Entrez
ATGC Ver4 WindowsXP/Me 98 10
/98/2000/NT4.0
Macintosh
G-PROF Ver.2 DNA WindowsXP/Me 2001 12
/98/2000/NT4.0
GENETYX WIN MAC 2003 4
WIN
MAC
ATGC WIN MAC 2003 4
WIN
MAC
GENETYX-PDB WIN MAC 2003 4
WIN
MAC
GENETYX-SV/R 94 3
UNIX/Linux
Macintosh/Wind
ows
GENETYX-SV/DB 94 2
ATGC-SV 99 3
GENETYX-SQ/EX UNIX 91 5
DNASIS Pro Windows98/Me |30 2001 11
NT/2000/XP
DNA 15
1 SNP
@
Phred/Phrap ~ DBexpressl|
GeneBrightlil
SPBIO DNA WindowsNT 1200 99 8
CRBIO e Windows2000 1800 2002 4
CHBIO Windows98 70 2000 1




HyperGene DNA Human,Human HouseKeeping Gene Rat - 2002 3
Liver-,Yeast chip
DNASIS Array Database WindowsNT 500 99 12
FMBIO Windows2000 2002 3
DNA
DNASIS GeneSolution 2002 6
Luminex Windows98 980 2000 10
Luminex 100,Luminex XYP,Luminex SD
Multiplex Antibody Kits Luminex 2001 9
MasterPlex QT Luminex Windows98/Me 2002 3
NT/2000/XP
Human GENOMESpace Windows98 30 15 2000 4
SEQUENCHER DNA Macintosh 57 (Mac 95 9
Windows98 ) 75 Win
BioSearcher MitakeSearch 480 ( J2001 1
DB Alpha
64bit Tru64UNIX V5.1 )
BioFinder BLAST 2000 12
Alpha
Tru64UNIX
V5.0a
BioCollector AlphaServer/Tr (98 ( 2002 6
u64UNIX5.1a
)
Proliant/Redhat
72
CPU
almaKnowledge Windows
Server Macintosh
almaZenSYSTEM DNA / Linux(
Windows
Macintosh
Linux(
)
ATOMS Windows 78,750
D Macintosh
AssayZap Assazy 90,300
Atlantis 2000 Windows 37,800
2D/3D
CalculationCenter2 Windows 45,150
Macintosh
CalcuSyn Windows 90,300
CART 2 Windows
UNIX Linux
ChemBrain Windows -
Chemical WorkBench Windows
Crystal Kit Macintosh 415,800
CS Chem3D Ultra D Gaussian Windows
Macintosh
CS ChemDraw Ultra/Pro/Std
NMR
Name=Struct
CS E-Notebook Ultra MS Excel MS Word Windows
CS ChemOffice Ultra/Pro ChemDraw Chem3D E- Windows
Notebook 3D Macintosh
DB Web
CS ChemOffice WebServer Windows
web ChemDraw
Additional Server web
The Merck Index
FlexPro6.0 50,400
Gaussian 03 & 03W 03M Gaussian Windows
UNIX  Linux

MacOSX




GaussView 3.0 Gaussian Windows
UNIX  Linux
MacOSX
Gene Construction Kit 2.5 Windows 236,250
Macintosh
Gene Inspector Macintosh 207,900
HyperChem 7.5 Windows
IGOR Pro 4.0 Windows 58,800
Macintosh
KaleidaGraph 48,300
KELL Windows 115,500
Khimera HP-Unix Linux
Gaussian Gamess Jaguar Q-Chem
CHEMKIN
Linda UNIX  Linux
MacOSX
Mac Tempas Macintosh 924,000
TEM
Mathematica 5.0 Windows Windows
Macintosh Macintosh
UNIX  Linux 472,500
UNIX  Linux-
webMathematica web
gridMathematica CPU Mathematica
NeuroSim 81,900
Paradise UNIX  Linux
( VSM ) MacOSX
Peak Fit 136,500
PiSystems Windows -
QuantiScan 115,500
TC
SHAPE Windows
Macintosh
SigmaPlot Windows 102,900
PDF
SigmaPlot Enzyme Kinetics 92,400
Module
SigmaScan Pro 184,800
SigmaStat 3 98,700
Stat-200 & 90,300
SynTree Windows 46,200
Macintosh
SYSTAT10.2 SYSTAT Windows 189,000
TableCurve 2D 1 115,500
TableCurve 3D 115,500
TurboWorx Windows
UNIX  Linux
MacOSX
TurboBLAST BLAST Windows
UNIX  Linux
MacOSX
UnGraph XY 90,300
UNISTAT 155,400
QC
VIBRATZ Urey-Bradley Windows 78,750
Macintosh
GREEN SGI 500 1995 4 20
LEGEND de novo SGI Linux 700 1995 4 10
MOLEDIT SGI 200 1995 4 10




Key3D MMFF SGI Linux 600 1999 12 5
KeyMolnet Linux 3,500 2003 4 10
Windows 5
DNA chip
KeyRecep HTS SGI Linux 1,000 2004 4
Bluto SGI Linux 600 2004 4
JAGUAR Pseudospectral SGI IBM HP 96
ab-initio Compaq Digital
UNIX PC-
Linux SUN
pKa Predictor JAGUAR Ab-initio 99
pKa
MacroModel Prof. Still 99
MINTA MacroModel 99
LigPrep 2 3 2003
FirstDiscovery: Impact FirstDiscovery SGI PC-Linux 2001
FirstDiscovery: Glide FirstDiscovery - 2001
FirstDiscovery: Liaison FirstDiscovery - 2001
FirstDiscovery: Qsite FirstDiscovery JAGAUR OPLS-AA 2001
QM/MM
Prime 2003
QikProp Caco-2 Cell [WIindows95/98/ 2000
permeability, Blood-Brain barrier permeability, NT/2000 SGI
LogP IBM HP
Compaq Digital
UNIX PC-
Linux SUN
ADME Boxes ADME Boxes WindowsNT/200 2003 5
” [0 XP
2
5
Physico-chemical
properties  Agueous Solubility Human Intestinal
Permeation Acute Toxicity lonization P-gp substrate
specificity
DMSO Solubility DMSO WindowsNT/200 2003 5
0
QSAR Builder QSAR Builder WindowsNT/200 2003 5
0
Fragmentation sequences
Fragmetal methods
/
Algorithm Builder (QSAR) 2003 5
(QSPR) (SAR)
SKIN-CAD 2000
Debra 5 FDA 21 CFR Part 11 ADME Windows95 98 2003
Me NT4.0
2000 XP
Pallas pKalc Hammett Taft pKa Windows95/98 99
NT/2000
Pallas PrologP Rekker Broto
Ghose 3 LogP
Pallas Combi Pallas Combi  pKalc PrologP PrologD
ProLogD PKalc ProLogP pKa LogP
LogD
Pallas EIUEX C18
2 Rs|
Pallas Hazard Expert
Pallas Metabol Expert DB
Pallas plug-in for ISIS ISIS/Base Pallas Combi pKa/logP/logD 2000
ISIS/Base Add-In
Emil 2000




AntiBase Windows2000,
XP
MODDE
MLR
SIMCA-P
PEAKS Mass Windows2000 2003 5
de-Novo XP
Pattern Hunter Windows2000 2003 5
XP, UNIX
Raptor Linear programming 2003 5
threading fold
PatternHunter 2003 5
GeneData Unix- 2000
RDB 0S,
(Java
)
GeneData Phylosopher 2000
GeneData Expressionist DNA 2000
GeneData Impressionist 2 2000
GeneData Screener 2003
BioNumerics Windows NT 2000
HPLC
RDB
GeneMaths DNA
RDB
KODON 2002
Geneseq PC 1995
DB
Geneseq FASTAlert 2000
DB
SWISS-PROT
OmniViz Windows 2003 5
2000/XP SUN
PC-Linux
PathwayAssist Windows2000 2003 2
XP
MedScan MEDLINE
GIBOX PC-Linux 2003 11
GIB Genome Information Broker
NM-SPEC2 (SpecMan, NMR- NMR Windows98/NT4 2000 6
SAMS) 1D, /2000/XP
SpecMan
NMR-SAMS
ALICE2 for Windows NMR (1,2 ) Windows98/Me/ 1994
NMR NT4.0/2000/XP
J couple 2D correlation
KnowltAll NMR( NMR 13C 350,000 |Windows98/Me/ 196 (2001
,1H 18,000 NT4/2000/XP D/B1
D/B 80
CAChe PowerMac 210 1993 4
Windows98/NT/
QSAR 2000/XP
CAChe MM2 MM3 70 1993 4
Quantum CAChe CAChe ProjectLeader 140 1993 4
MOPAC MM2/MM3
CONFLEX 50 1999

MM




CAChe Project Leader CAChe CAChe 1994
QSAR QSPR
ACD/1D-NMR 1D- Windows98/NT/|330 2003
2000/XP
NMR ChemDraw SIS
Aldrich NMR
13C 5,000
ACD 1D- D- Windows98/NT/ 2003
DNMR Predictor Combi NMR 2000/XP
NMR C-NMR 86
H-NMR 32
Name
GRAMS32/V6 IR UV RAMAN Windows98/NT4|25 1995
/2000/XP
MS-DXNQNT(DioK) SIM Windows98/NT4 1998
/2000/XP
MS-MSEQ CIGB Windows98/NT4 1997
/2000/XP
MS-MSEQ/PSD Windows98/NT4 2000
/2000/XP
MS-DECONV ESI Windows98/NT4 2001
/2000/XP
MS-QUANT/20 Windows98/NT4 1997
/2000/XP
MS-46030W7 Palisade Wiley's  [Windows98/NT4 2002
Registry of Mass Spectral Database /2000/XP
MS-46080N02 NIST NIST Windows98/NT4 2003
/2000/XP
J-OCTA Windows2000  |400 2003 18
XP Pentium3- 1000
700MHz
256MB
HD1.5GB
OpenGL
CNMR Predictor ACD 13CNMR 200 Windows 104
MDL ISIS/Base ISIS/Draw
ISIS Integration
HNMR Predictor 1IHNMR 138 44 104
ISIS
LogP DB / LogP 46 4
18,400 LogP
ISIS
Ka DB 16,000 31,000 110 4
ISIS
Solubility DB 5,000 94 4
LogD Suite LogD 158 4
LogP DB pKa DB 1SIS
LogD Sol Suite LogD Suite (Solubility DB) 238 4
ISIS
Name IUPAC CAS Index 78 4
Name to Structure
ISIS
NMR Manager NMR 78 4
NMR
MS Manager MS 120
LC/MS
Aldrich DB for NMR Manager NMRManager Add-on Aldrich  FT-NMR 42
Structure Elucidator 13C CNMR Predictor NMR 792
Manager 13CNMR IHNMR IR
Combi NMR NMR HNMR 398 4
NMRManager NMR
Nuts Pro AcornNMR  |INMR 1D 2D 2D |Windows 19
Macintosh
NMRPCPS NIH NMR UNIX UNIX) ]300
MacOSX
PCA/HSQC NMRPie 100
2D-NMR
DYNAMO NMR 400
TURBO-FRODO AFMB- X SGI LINUX 300
CNRS
MRVision MRI CT DICOM3 SUN LINUX 150
Diffusion Perfusion Functional MRI RedHat




MEDx SPM SUN LINUX 150
3 RedHat
SGI IBM
Analyze MAYO 3D / Windows 150
UNIX LINUX
EMSE EEG/MEG Source Estimation Windows
Multimodel Functional Imaging
Mascot Server Windows Linux 1999
Web
Mascot Cluster Mascot Server Windows Linux 1999
Mascot Distiller RAW Windows 2003
Mascot Integra Windows Linux 2004
LIMS
Mascot Wizard Windows 2003
Mascot Daemon Windows 1999
MDL ISIS Host MDL MDL ISIS/Base Windows 2000
2D/3D server, SUN
Solaris  Oracle
MDL Direct Oracle Data Cartridge SQL Windows 2000
server, SUN
Solaris  Oracle
MDL ISIS/Base Windows
ISIS/Host 98/NT/
2000/ XP
MDL ISIS/Draw Windows
98/NT/
2000/XP
MDL ISIS for Excel ISIS MS Excel Windows
SDFile Excel 2000/XP, MS
Office
2000/0Office
XP/Office 2003
MDL Isentris 3 Windows
MDL 2000/XP, SUN
Base MDL Draw MDL Core Interface MDL Direct Solaris  Oracle
MDL Base MDL Isentris Windows
NET 2000/XP
MDL Draw Java VB Windows
XML 2000/XP
MDL Core Interface MDL Isentris J EE Windows 2000,
MDL Base SUN Solaris
Oracle
MDL Cheshire Windows 2000
server SUN
Solaris
Chemscape Web ISIS/Host Windows 2000,
Chime ChimePro Chemscape Server SUN Solaris
Chime/ChimePro Netscape Navigator Internet Explorer Windows
Chime Pro 2000/XP
ISIS/Host Macintosh
MDL Central Library ISIS/Host
MDL Afferent
WindowsXP
professional/200|

3 server/2000
professional or
server

Windows
2000/XP, MS
Office
2000/XP/2003

MDL Reagent Selector

Sun
Solaris
Windows 2000
Server

Windows
2000/XP

MDL Elan

ISIS/Host

Windows
2000/XP




MDL LitLink

MDL
Science Direct

Windows2000/X
P

SUN Solaris
Windows2000
server Oracle

MDL Assay Explorer

DB

HTS

Windows 2000
Server

Windows XP Pro
Oracle 8.1.74
9.20.1

Windows
2000/XP

MDL Report Manager

Assay Explorer ISIS
DB
SAR)
ExcelWord HTLM PDF

Windows
2000/XP

MDL PlateManager

96 384

Assay Explorer
HTS

1536

Windows 2000
Server, Sun
Solaris

Oracle
ISIS/Host

Windows
2000/XP

MDL QSAR

PCA

400

Windows
2000/XP

MDL Cacinogenicity module

FDA

FDA

Windows
2000/XP

Pipeline Pilot

Windows
2000/XP -

Windows
2000 Server,
Linux

Partek

QSAR

Windows
2000/XP

DiscoveryGate

MDL

Windows
2000/XP

Integrated Major Reference Works

EROS, COFGGT, SOS, CAC
MDL
DiscoveryGate
InfoChem  Elsevier, Wiley, Springer, Thieme
MDL

DiscoveryGate

CrossFire Beilstein

900 947

AIX
43,51,52
solaris 8, 9
Windows 2000,
2003 Server,
Windows NT4
SP6a

CrossFire Gmelin

209 163

AIX
43,51,52
solaris 8, 9
Windows 2000,
2003 Server,
Windows NT4
SP6a

MDL CrossFire Commander

CrossFire Beilstein Gmelin

Windows 2000
Professional
SP4/Windows
XP
SP1/Windows
NT SP6

Cheminform Reaction Library

FIZ Chemie Cheminform
MDL Reference
of Synthetic Methodology 1946

112

Library

ISIS/Host

MDL Reference Library of
Synthetic Methodology

Theilheimer CORE 1991
5
21

MDL Solid-Phase Organic
Reactions

23,000

Derwent Journal of Synthetic
Methods

Derwent Journal of Synthetic Methods 1980
82,000

ORGSYN

Wiley&Sons  Organic Syntheses 1921
5,700




MDL Metabolite Database

69,000 430,00
Toxicity
MDL Toxicity Database
RTECS NLM GENETOX CCRIS 16
Metabolite

MDL Comprehensive Medicinal
Chemistry

Pergamon Press

Comprehensive Medicinal Chemistry
8,600

MDL Drug Data Report Prous Drug Data Report
147,000 2D/3D
MDL Available Chemicals 600 ( 30
Directory 296,000 2D/3D
MDL Screening Compounds
Directory 361
xPharm DiscoveryGate
DiscoveryGate
BLABS Windows2000  |800 2000 10
LIMS Solaris8
SCTS21 13 Windows2000/X |200 2001 20
P
GenomicProfiler Enterprise Windows2000 [577 5 2002 6
Web Redhat Linux
PCA Advanced
Server Solaris8
DNA GeneChip
GenomicProfiler Windows2000 [94 5 ( 2002 5
JAVA
PCA
DNA GeneChip
RoboSNP SNP Solaris8 500 2002
SNP Windows2000/X
P Redhat Linux 150
VoyaGene DNA 2003
Solaris8 Redhat]|580
Linux 250
Redhat
Linux
Windows2000/X
P
GenomeGambler Redhat Linux 150 2001 20
PhredPhrap, GeneHacker, CRITICA, Glimmer, BLAST Tru64 Unix
WEB Solaris8
SNP |Solaris, 150 2003
SNP RedHatLinux
PolyPhred
XanaGenome 100 2001 20
GCG Wisconsin Package 140 Compaq Trué4 |317 6 2001 66
20 IRIX Solaris
Red Hat Linux [104 8 (
SeqWeb UNIX
SeqWeb
106
SegMerge GUI DNA 176 4 2000
DS SeqStore DBMS Oracle Sun Solaris 8 or 2001
9 IBMAIX51
DS Gene Discovery [Windows2000/X |80 2002
Studio P
Windows
MacVector Macintosh Mac0S9.0 80

Gene

Discovery Studio




DS GeneAtlas

(PSI-BLAST,HMMs )
(SeqFold)
Throughput Modeling)

(HTM:High

Solaris8 Linux
IRIX

2003

DS AtlasStore

33 70% 99

170 3D )
Scop

(370
3D

Solaris8 Redhat
Linux
WindowsNT/200
0 IRIX

Windows98/NT/
2000/XP

2003

SOSui

Kyte-Doolittle

Sun Solaris
RedHat Linux

99 11

33

TRANSFAC

BIOBASE

MATCH

Compagq Tru64
UNIX SGlI
IRIX Sun
Solaris HP-UX

158

9 7

34

TRANSCOMPEL

Composite element

33

TRANSPATH

158

2001

TRANSPLORER

PC

WindowsNT/200
0/XP Linux

2003

Phred/Phrap/Conced

Phred
Phrap Phred

WindowsMe/200
0/XP  Linux

MacOS Tru64
UNIX Solaris8

GeneFIS

WindowsNT/200
0/XP

PDFAMS

SGI

SGI IRIX
RedHat Linux

150

2003

PubGene

MediLine

Windows
UNIX  Linux
MacOSX

2004

NanoBox

Pentium4
Xeon Alpha
Linux  SGI
Unix

120
75

98 4

19

MolStudio

NEC

NEC

Gaussian
( )
Windows Gaussian
UNIX Gaussian
Gaussian03
ONIOM

Windows98/98S
E/Me/XP 2000
Pro/NT4.0WS

2002 7

NEC Homology Searcher

BLAST/PSI-BLAST
BLAST
ClustalW DB

RedHat7.3

Windows98
Windows2000
WindowsXP
Internet
Explorer 5.5

5

/CPU




Biocompass ( ASP
Windows98
Windows2000
WindowsXP
MacOS X
Internet
Explorer 5.5
Netscape
6.2 Safari
12
SemanticObjects Windows Linux 2003 4
BioCollabo 1 2 Linux 2004 6
3 Web
4
Grid Computing 5 Grid
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