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TOPKAT - Accelrys

Tsar - Accelrys

LigandGel - Accelrys

ZDOCKpro - Accelrys

DS MedChem Explorer - Accelrys

Cerius® — Accelrys

Accord Enterprise Informatics (AEI) - Accelrys
ACD/LogD Suite and ACD/LogD Sol Suite — ACD/Labs
ACD/LogD Batch and ACD/LogD Sol Batch — ACD/Labs
ACD/Structure Design Suite — ACD/Labs
ACD/PhysChem Batch — ACD/Labs

acslXtreme — Aegis Technologies Group

Metabolite ID Software — Applied Biosystems

AurScope — Aureus Pharma

AurQuest — Aureus Pharma

Bio-Loom - BioByte

CQSAR Package - BioByte

ClogP — BioByte

U.S. and Western European In Silico ADME/Tox Products Market

21
22
23

25

26

27

28

29

30
30

31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47

June 2006



BatchKi — BioKin Limited 48

Dynafit — BioKin Limited 49
PlateKi, SteadyFit — BioKin Limited 50
KnowltAll — Bio-Rad Laboratories Informatics Division 51
Class Pharmer Suite - BioReason 52
BioPrint — Cerep 53
MOE — Chemical Computing Group 54
CSLogWS — ChemSilico 55
CSLogD - ChemSilico 56
CSLogP — ChemSilico 57
CSpKa - ChemsSilico 58
CSBBB - ChemSilico 59
CSPB — ChemsSilico 60
CSGenoTox - ChemsSilico 61
CSHIA — ChemSilico 62
Chenomx NMR Suite 4.0 — Chenomx 63
Pallas Software Family — ComGenex 64
Hazard Expert — CompuDrug 65
Hazard Expert Pro — CompuDrug 65
MetabolExpert — CompuDrug 66
MEXAlert — CompuDrug 67
pKalc — CompuDrug 68
TPSA — CompuDrug 69
Rule of 5 — CompuDrug 70
PrologP — CompuDrug 71
ToxAlert — Compudrug 72
Cloe PK- Cyprotex 73
PC Models — Daylight Chemical Information Systems, Inc. 74
Hint — EduSoft 75
Molconn-Z — EduSoft 76
Zap — EduSoft 77
HASL - EduSoft 78
MDL QSAR - Elsevier-MDL 79
MDL Toxicity Database — Elsevier-MDL 80
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MDL Metabolite — Elsevier-MDL 81

MDL Sculpt — Elsevier-MDL 82
MDL ISIS for Excel — Elsevier-MDL 83
MDL Carcinogenicity Module — Elsevier-MDL 84
RTECS - Elsevier-MDL 85
PhysioLab Tehcnology — Entelos 86
Equbits Foresight — Equbits 87
EVOProfile — Evotec OAI 88
Safe-Hit — Exonhit Therapeutics 89
ToxExpress System — Gene Logic 90
BioExpress System — Gene Logic 91
MetaCore — GeneGo 92
MetaDrug — GeneGo 93
SimPheny — Genomatica 94
NONMEM - Globomax Icon 95
PDx-Pop — Globomax Icon 96
PDx-IVIVC — Globomax Icon 97
ChemTree — Golden Helix 98
HelixTree — Golden Helix 99
DrugMatrix — Iconix Pharmaceuticals 100
ActivityBase — IDBS 101
BioBook — IDBS 102
ChemXtra — IDBS 103
PredictionBase — IDBS 104
Galileo — InnaPhase 105
Watson — InnaPhase 106
Newton — InnaPhase 107
Kinetica — InnaPhase 108
DrugMEt — Jurilab 109
ToxML — LeadScope 110
LeadScope Toxicity Database — LeadScope 111
LeadScope Known Drugs Databases — LeadScope 112
LeadScope Enterprise — LeadScope 113
LeadScope Personal — LeadScope 114
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DEREK for Windows — LHASA 115

METEOR — LHASA 116
VITIC — LHASA 117
iDEA — Biowisdom/Lion 118
LeadNavigator — Biowisdom/Lion 119
Pharmotif Solutions — MDS Pharma Services 120
GRID — Molecular Discovery Limited 121
VolSurf — Molecular Discvoery Limited 122
MetaSite — Molecular Discovery Limited 123
Almond — Molecular Discovery Limited 124
ADRIANA — Molecular Networks GmbH 125
MCASE/MCA4PC — MultiCASE 126
CASETOX — MultiCASE 127
ToxLite — MultiCASE 128
METAPC — MultiCASE 129
MCWEB — MultiCASE 130
PK-Map — Nimbus Biotechnology 131
CacoReady Software — NorayBio 132
NorayMet ADME — NorayBio 133
Metlab Profiler — Novatia 134
Partek Screener’s Solution — Partek 135
Partek QSAR Solution — Partek 136
Partek Discovery Suite — Partek 137
Algorithm Builder — Pharma Algorithms 138
QSAR Builder — Pharma Algorithms 139
ADME Boxes v 3.0 — Pharma Algorithms 140
Tox Boxes v 1.0 — Pharma Algorithms 141
ADME/Tox WEB — Pharma Algorithms 142
DMSO Solubility — Pharma Algorithms 143
ADME Batches — Pharma Algorithms 144
Absolv — Pharma Algorithms 145
PK-SIM — Physiomics 146
ELM-Evolution Library Manager — p/ON 147
QikProp — Schrodinger 148
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ProPhile — Supernus Pharmaceuticals 149

RADAR — Supernus Pharmaceuticals 150
ProScreen — Supernus Pharmaceuticals 151
OptiScreen — Supernus Pharmaceuticals 152
Simcyp — Simcyp 153
ADMET Modeler — Simulations Plus, Inc. 154
ADMET Predictor — Simulations Plus, Inc. 155
Class Pharmer 4.0 — Simulations Plus, Inc. 156
GastroPlus — Simulations Plus, Inc. 157
DDDPlus — Simulations Plus, Inc. 158
RefinementPro2 — Sirius 159
DecisionSite for Lead Discovery — Spotfire 160
ADMETIS — Strand Life Sciences 161
PK Solutions — Summit PK 162
Metabase — Summit PK 163
PHYSPROP — Syracuse Research Corporation 164
TerraQSAR Programs — TerraBase 165
TerraTox Database Products - TerraBase 166
Metabolite ID 2.0 — Thermo Electron Corporation 167
SLIPPER — TimTec 168
DISCON — TimTec 169
HYBOT-PLUS — TimTec 170
VolSurf — Tripos 171
SIMCA-P and SIMCA-P + - Umetrics 172
MetaboLynx Application Manager — Waters 173
Pathways for Adaptive ADME/Tox — White Carbon 174
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