Index
a artificial neural network (ANN) 224
AAO, see automated assay optimization assay
AAP (4-aminoantipyrine) 113 —agonism 303
AAS (atomic absorption spectrometry) 60, 84 — antagonism 303
absorbance 54, 158 — anti-proliferation 303
absorption 233 — artifact 29
ABTS (2,2'-azobis-3-ethylbenzothiazoline-6- — bioassay 22
sulfonic acid) 113 — biochemical 93ff, 301
acceptor-donor pair 102 ff. — cell-based 75ft., 301
ACE (angiotensin-converting enzyme) 26, — continous 107
104f. — cross-assay 153, 299
acoustic auditing 71 — de-repression 303
acoustic transducer 48 — development 155
activity scale 200 — development failure 125
ADME (absorption, distribution, metabolism, — estrogen receptor 281
and excretion) parameter 18, 231ff. — inhibition 303
— ADMET (toxicology) 43, 209ff., 232ff., — luciferase 305
277 -map 177
— ADMETox profile 29 — MDR potentiation 287
[-adrenoceptor 81 —noise 24
adsorbent 272 — phenotypic 21
affinity — pyruvate kinase-lactate dehydrogenase
— antagonist 81 (LDH) coupled assay 120ff.
- binding 114 — reporter gene (RGA) 25, 76ft., 299
—drug 17 — scintillation proximity assay (SPA)
AIDS 311 54ft., 114t
allosteric modulation 21, 76 — sensitivity 155
allosteric protein 76 — small molecule microassay 7
AlphaScreen ™ 53 — targeted 22
alumina-based gel 272 — technology 21
AMC (7-amino-4-methylcoumarin) 102 — toxicity 305
amino acid oxidase 113 —virtual 303ff.
angiogenesis 314 —window 156
antagonist 31 autofluorescence 61, 305
anticancer drug 312 automated assay optimization (AAO) 158
array automated patch clamping (APC) 60
— compound screening (ARCS) 44 automation 24ft., 37ff.
— microplate 42 — cell culture 66
artifact 29, 183ff. — detection 61
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Index

average 184ff.
— average shifted histogram (ASH) 181
—local 186
- running average 146
b
B-score 200
background response 185
—surface 174ff., 191ff.

bacterial growth 55

baculovirus 98

BAPTA (1,2-bis(0-)-N,N,N',N'-tetra) 88

Baytree 226ff.

bioactive molecule 4

bioassay 22

bioavailability 234
—oral 232

biochemical assay 93ff.

BioMAP 317

bioprofiling 153

blebbistatin 3

blood-brain-barrier (BBB)

boxplot 175

BRET (bioluminescence resonance energy
transfer) 53

BTS (N-benzyl-p-toluenesulfonamide) 3

234

c

Ca® 30, 76ff., 88, 159
— channel 89
—indicator 88ff.

Caco-2 cell 233

cAMP 80ff.

capillary slipper 48

carboxypeptidase 104

CARM 116f.

casein kinase 120

CATS (chemically advanced template search)
216f.

CCD (charge-coupled device)

cell

56, 137
— single cell analysis 129
cell culture

— automation 66
cell cycle 3

— kinase 99
cellular energy metabolism 77
central nervous system (CNS)
cGMP 90
change point

— detection 186

—graph 171
channel gating 83

234

Chebyshev polynomial 183 ff.
checkerboard pattern 191
ChemCard 44
ChembDiverse 237
chemical genetics 1ff.
chemical medicinal chemistry database 229
chemical structure 218
chemoinformatics (cheminformatics)
231
chemometrics 208
cherry picking 28, 51, 69
chromatography 2691t
— automated preparative HPLC 273
classical genetics 1f.
ClassPharmer™ Suite 241
clinical drug candidate 286
CLND (chemiluminescent nitrogen detector)
71
ClusCor 309
clustering 218
— hierarchical 219
- non-hierarchical 219
— similarity-based 230
coefficient of variation (CV) 45
coincidence counting 55
combinatorial chemistry 259ff.
combinatorial library 209
combinatorial synthesis 267, 283
— library 271ff.
— solution phase 271
CoMFA (comparative molecular field analysis)
216
COMPARE 308ff.
competitor compound 261
compound
— library  260f.
—liquid 68
— management (CM) system 67
— mixture 77
— plate-based liquid compound storage
68
— reformatting 50
—solid 67
— tube-based liquid compound storage 68
compression format 77
computational chemistry 208
conductance 85ff.
confirmation rate 29
confocal laser scanning  134ff.
connectivity 314
copper (Cu) 100, 110
correction
— complete plate set

2071t.,

194



— function 183

- individual plate 194

— position-dependent

— sample-based 200
CorScape™ heatmap 245
coumarin donor and fluorescein acceptor dye

195

(CCF2) 80
Cox 314
CPT-11 313

cross-assay data 299
cross-validation 187

— generalized (GCV) 189

cyclin-dependent kinase (CDK) inhibitor 312
cytochrome P450 (CYP) 234f,, 317
d
Dabcyl-Edans acceptor-donor pair 102 ff.
data
—acquisition 158
—analysis 32, 2071t., 297f.
— cellular screening 298ff.
— cross-assay 299
— mining routine 303
— modeling 183f.
— multidimensional dataset 307
— noise free smooth representation 192
— normalization 160ff.
- outlier 164
— point 38
— post-screen data mining 132
— preprocessing 158
— primary HTS data 151ff.
— quality indicator 170
—relation 130
— relational analysis 132
— statistical analysis 151ff.
— visualization 170
Daylight fingerprint 216
DCPIP 113
decision tree 226
DELFIA® 52f.
density 180ff.
depolarization 87
descriptor 215ff., 237
—atomic 237

— fragment-based 210ff.
— molecular property-based 237
— multidimensional structural 237

— structural  215ff.

— three dimensional (3D) 216

- two dimensional (2D) 215
design of experiment (DOE) 157

Design-in-Receptor technique 238

Index

detection 53ff.

— automation 61
detergent 100
diabetes 288f.
dilution

—serial 51
dimensionality 221
dipeptidyl peptidase (DPP)-1V inhibitor 288
discovery

— targeted lead discovery 15ff., 751f.
DISCOVERY 309
discrete Fourier transform (DFT)
dispensing 45ff., 60

—error 305

— nanoliter 50
displacement 45

—air 45

— positive 45
distance value 218
distill 222
distortion process 183
distribution 183, 234
distribution density 180ff., 199
DIVA® 239
diversity 236f.

— functional

—global 237

- reagent-based 237

— structural  236f.
divide-couple-recombine synthesis
DKP (2,5-diketopiperazine) 279
DMSO (dimethylsulfoxide) 50, 67ff.
DNA element

— cis regulatory 78
donor-acceptor pair 102ff.
dopamine receptor agonist
drug

- candidate 283

— clinical candidate 286

— discovery 83, 208, 261, 277

— drug-likeness 20, 210, 231f, 277

— optimization 232

—receptor 75

— receptor interaction 22

— solubility 55
dwell time 139
dye 80, 110ff.

— coumarin donor and fluorescein

acceptor dye (CF) 80

— fluorescent 110

— spectrofluorimetrically active

— spectrophotometric 110

— VIPR® dye 84

190f.

236

265

320

113
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Index

e
ECL (electrochemiluminescence)
edge effect 182, 300ff.
Edman degradation 100
efficacy 29
eigenmode 192
eigenpattern 192
eigenplate 192
eigenvalue (EV) 192
electrogenic transporter
ELISA 52
ELSD (evaporative light-scattering detector) 71
empirical orthogonal function (EOF) 191ff.

— analysis (EOFA) 183ff.
endoplasmatic reticulum (ER)
enterokinase 103
enzyme 237

— hydrolase 95

— lipase 95

- oxidoreductase 95

— peptidase 95

— protein kinase 95

— purification 95

— synthetase 95

— transferase 95
error

— dispensing 305

—random 194

— systematic  182ff.
erythropoietin (EPO) 288f.
Escherichia coli 98
estrogen receptor

—assay 281

—ligand 320
Euclidean distance 218, 308f.
excitation

— confocal 147

— excitation/fluorescence cycle
excretion 235
expansion coefficient 192
expectation maximum (EM)
expression

— mammalian protein 98

— mRNA expression pattern 302

— profiling 8

— recombinant protein 95
extraction 271f.

- liquid-liquid 269

— solid-phase 272

53

761t

88

139

183

f

FAD (flavine adenine dinucleotide) 100, 110
false positive/negative 27 ft., 57,131, 158, 211 ff.

farnesyltransferase (FTase) inhibitor FTI-276
285

fast Fourier transform (FFT)

Fe 100, 110

FEPOPS (feature point pharmacophores)

ferricenium hexafluorophosphate (FC)

190

229
110

filter 30
- binding 54
fingerprint 8, 215
- Daylight 216
— metabolic 235
— UNITY 215f.

firefly luciferase 79
FIRM (formal interference-based recursive
modeling) 239
FK506 8
— suppressor of FK506 (SFK) 8
Flash 53
— fluorescence 60
Flashplate® 53f.
FLIPR® 85ff, 159

—assay 53
—ion flux 53
—voltage 53

flow cytometry 55
fluorescein 88
fluorescence 60
— anisotropy 158
— autofluorescence 61
— bleaching 139
— correlation spectroscopy (FCS)
— detection 299
—homogenous time resolved fluorescence
(HTRF) 53, 120fF, 158
— indicator 76, 84f., 90
— intensity (FI) 53, 158
— lifetime 53
— polarization 53, 158
— quenching 85
—recovery after photobleach (FRAP)
- resonance energy transfer (FRET)
801t
— signal kinetic 84
— time resolved fluorescence (TRF)
120
— time resolved resonance energy transfer
(TR-FRET) 53, 122
— total internal reflection fluorescence
(TIRF) 147
fluorescence indicator
- Ca®* sensitive 76, 90
— potentiometric  84f.
fluorinated gel 272

53,158

147
53,

53,



fluorogenic substrate 102
— quenched 105
fluorophore  139f.
fluorous phase technique 271
FMN (flavin mononucleotide) 100, 110
FMP (FLIPR® membrane potential) dye 84
focused library 17, 210
Fourier serie 183 ff.
fragment-based method 230
fragment-to-lead process 23
FRET technique 5, 53, 80ff.

— time resolved (TR-FRET) 53, 122
FTree 240
fungal growth 55
fura-2 88

fusion protein 98

g
G-protein coupled receptor (GPCR)

[-galactosidase 79

gene expression 78

gene switch 78

generalized cross-validation (GCV)
genetic strategy

189

— forward 3

—reverse 3
genetics

— chemical 1ff.

— classical 1f.

— forward chemical
Glsovalue 310
Gibbs phenomenon 191
Glow 53
glucose oxidase 113
O-glycosylation 114
Goldman-Hodgkin-Katz (GHK) equation 85
graphical user interface (GUI) 208, 239f.
green fluorescent protein (GFP) 79f.

299

h
haploinsufficiency
—induced 7
HCA, see high content analysis and hierarchi-
cal cluster analysis
HCS, see high content screening
heat map 177
hierarchical cluster analysis (HCA)
high content analysis (HCA) 59
high content screening (HCS) 5, 58
— CCD imaging 53ff.
— detection 58
— image-based 129ff.
— laser scanning  53ff., 134ff.

307

30,75,89

Index

high throughput chromatography
— automated 269
high throughput screening (HTS)
76, 129, 2071t., 2591f., 297 ff.
— assay technology 21
— automated screening 37ff.
— biochemical assay 93 ff.
— cell-based 4,77
— data analysis environment
— data quality indicator 170
— detection 53
— dispensing 49ff.
— false negative 27ff,, 211ff.
— forward screen 3
— HTSview 239
— image-based readout 5
— laboratory automation 24
- liquid handling 49ff.
—module 242
— plate-reader 5
— pure protein 4
—random 211f.
— reverse screen 3
- small molecule 318
— statistics 163
— targeted lead discovery 15ff.
— ultra (uHTS) 27, 40f, 148, 152
— workflow 25, 211ff.
histogram 180
— average shifted histogram (ASH)
histone deacetylase inhibitor 312
hit
— frequent hitter
hit enrichment 301
hit identification 199
hit picking 28, 51, 69
— qualified 31
hit scoring 199
HIV (human immunodeficiency virus)
HIV protease (HIVP) 26
— inhibitor 285
HMG-CoA inhibitor 317
horseradish peroxidase (HRP)
HPLC
— automated preparative 273
HPPA (3-(p-hydroxyphenyl)propionic acid)
113
HQSAR 245f.
HTA plate 42
HTRF (homogenous time resolved fluores-
cence) 53, 120ff., 158
HTS, see high throughput screening
Huber M-estimate 166

1ft., 154t

158

181

211

311

112f.
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Index

human ether-a-go-go related gene (hERG) 235 k

— channel 235
human factor Xa (fXa) 282
human serum albumin (HSA)
hydrophobic capture 117
hyperpolarization 87

234

1
1Cso concentration 52
ICA (independent component analysis)
imaging
— macro-imaging 56
— micro-imaging 57
immediate early gene 78
index notation 154
— variable 154
indo-1 88
inhibition 87, 312
— pathway-independent reporter gene
inhibition 305
inhibitor 31
— angiogenesis 314
— cyclin-dependent kinase 312
— dipeptidyl peptidase (DPP)-IV 288
— farnesyltransferase (FTase) inhibitor
FTI-276 285
— histone deacetylase
— HIV protease (HIVP)
- HMG-CoA 317
— kinase 312
— MAP kinase 283
— MAP kinase kinase (MKK)
— multi-kinase 288
- PP2A 313
— promiscuous 211
— prostaglandin (PGE2)
—raf-1 kinase 287
insect cell 98
InsP3 (inositol-1,4,5-trisphosphate) 80
intellectual property (IP) 236
intercellular messenger 81
inverse problem 183
ion

194

312
285

308

320

— channel 76ff.

— permeation 83
ion-exchange resin  271ff.
ionic capture 117
IQR (interquartile range)
iron 100, 110
iterated reweighted least squares (IRLS)

183ff.
IUPAC (International Union of Pure and
Applied Chemistry) 260

166£t., 200

166,

K* channel 84, 235
kinase 94ff., 120ff.
— inhibitor 312

I

lab-on-a-CD system 43

LabBrick 44

LabCD-ADMET™ 43

labchip 43

laboratory robotics 62

LACS 5 (long-chain fatty-acyl-CoA synthe-

tase5) 117

B-lactamase 79

LANCE 53

laser 134ff.
— confocal laser scanning 134ff.
—gas 141
— micro-dissection 147
—line 136ff.

- solid-state  134ff.
— swept field laser scanner 147
LC-MS (liquid chromatography-mass
spectrometry) 71
LC-MS-MS (liquid chromatography-tandem
mass spectrometry) 212
LC-NMR (liquid chromatography-nuclear
magnetic resonance) 212
LC-UV-MS (liquid chromatography-UV
spectroscopy-mass spectrometry) 212
lead 260
— discovery 15ff., 242, 260
— identification 29, 260, 278
— likeness 210, 231f.
— optimization 213, 261, 283
— structure 17
LeadScope 243
learning
— supervised 225
— unsupervised 225
least median of squares (LMS) 183
least trimmed squares (LTS) 183
LED (light-emitting diode) 54
library
— biased 261
— compound 37, 260
— corporate compound 26
— design 277
— directed 261
— focused 17, 261
— format 261, 273
— natural product 261
— one-bead-one-compound  273f.



— pre-encoded 275

—random 260

— screening 231

— spatial addressable 276

— target-directed 261

— unbiased 260
ligand-receptor interaction 77ff.
linker 263

— traceless 264
lipid-modifying enzyme 94, 114
Lipinski’s rule of five 20, 232
lipophilicity 232f.
liquid handling

— artifact

—tool 45
liquid-liquid extraction 269
liquid-liquid separation 271
LMS, see least median of squares
location 167
lollipop technique 271
LTS, see least trimmed squares
luciferase 79
luminescence 53

— Ca?* indicator 90

— detection 55

— luminescent substrate 299

183

m

MACCS (molecular access system) 215
MAP kinase inhibitor 283

MAP kinase kinase (MKK) inhibitor 308

mass spectrometry
—tandem 100
maximizer 186
maximum common substructure (MCS) 222
MCP-1 318
MDR-1 316
mean 160ff., 186
— centering 188
- trimmed 166
— Winsorized 166
mechanism of action (MOA)
— prediction 311
MedChem 242
median 160ff., 186ff.
— absolute deviation (mad)
—mmad 166
— polish smoothing 185
membrane affinity 233
membrane potential 84f.
— change 76
— mitochondrial 149
Meta-data analysis 302

2981f., 311

1661t., 188

Index

metabolism 234
metal ion 100, 110
METAPRINT 235
methyltransferase 116
micro-reactor 267
microarray

— small molecule 7
microdissection 147

—laser 147
microplate 41

—array 42

— dispense mechanism 45

— washing 52
miniaturization 39
minmal jump size 187

MMP (matrix metalloprotease) 279

mode 160, 200
mode of action analysis 223
modeling procedure 183

— FIRM (formal interference-based
recursive modeling) 239
molcode 228
molecular modeling 208
monastrol 3
Monte Carlo simulation 169, 189
mother plate 50
mRNA expression pattern 302
MS-247 313
MTP (microsomal triglyceride transfer protein)
289
multi-drug resistance (MDR) potentiation
assay 287
multi-kinase inhibitor 288
multidimensional cellular profiling 311
multidimensional scaling (MDS) 307
multiple parameter 130

n
NA, see numerical aperture
Na* channel

- voltage-gated 83
negative

—false 27ff, 57, 131, 158, 211ff.
nephelometer 55
neural network
new chemical entity (NCE) 299, 311
NF-AT (nuclear factor of activated T cells) 81
NF-#B (nuclear factor) 81, 314
nicotinamide adenine dinucleotide (phos-

phate) (NAD/NADP) 100,

Nipkow disc system 141ff.
NMR, see nuclear magnetic resonance
noise component 183 ff.
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Index

non-parametric surface fitting 190
normalization

— control-based 199

— sample-based 197
NP-complete problem 215
nuclear magnetic resonance (NMR)

— spectroscopy 71
numerical aperture (NA)

212
1321f.

o
OBF, see orthogonal basis function
off-target 29, 81

— mechanism 32ff,, 77
okadaic acid 99
OmniViz 244
one-bead-one-compound library  273f.
open microscopy environment (OME)
open probability 86
optical technology

— confocal 132ff.
OptiSim/OptDesign 237
ordinary least squares (OLS) 187
orthogonal basis function (OBF)
orthogonal test system 29
orthosteric site 83
outlier 164ff., 190

— closer to the center 165

— detection method 168

—rejection 165

— resistance  184f.

— smooth rejection 165f.
oxidase 111
oxidoreductase 94, 107f.

— NAD(P) dependent 108

— non-NAD(P) cofactor dependent

- oxygen-utilizing 111

145

183 ff.

110

p
p38 MAPK 317

P53 314fF.
paclitaxel 313
parallel solid-phase synthesis
parametric surface fitting 187
partition coefficient (logP) 233
partitioning method 220

— recursive 226
partitioning-mixing synthesis
patch clamping 82f., 235

— automated (APC) 60
pathway

— cellular
pattern  192ff.

— detection algorithm 189

2611t 289

266

11t

PCA, see principal component analysis

PDGFR (platelet derived growth factor recep-
tor) 288

PEEK (polyether ether ketone)

peptidase  94ff.

—screen 102ff.
perfluorohydrocarbon 271
peristaltic pump mechanism 46
permeability 85

— potassium (K) 85

— sodium (Na) 85
pharmacophore

— 4-point multiple potential 3D pharma-

cophore 237

—model 210, 234

— spatial 216
phase separation 271
phenazine ethosulfate (PES)
phenazine methosulfate (PMS)
phenotypic assay 21
phosphatase 99

— inhibitor 100
phosphodiesterase-3 activity 284
phosphoenol pyruvate (PEP) 122
phospholipase C (PLC) 117
phosphorescence 62
phosphorylation 82f.
photomultiplier tube (PMT)
photoprotein 88
physiological relevance 131
piezoelectric dispenser 48
pin tool 45
Pipeline Pilot 240
plasma membrane 86

— Ca® channel 89
plate

—averaging 184

— complete plate set

—individual 194

— mother plate 50

—moving 65

- single plate algorithm 195

— storage 64
plate reader 54

— multimode 54
point spread function (PSF)
polar surface area 210
poly-adenylate-binding protein nuclear 1

(PABPN1) 117
polymer-supported reagent
polynomial coefficient 188
polynomial surface fitting 187
pool/split synthesis 265 ff.

271

110
110

54,134

194

132f.

269



positional effect 175ff.

positive
—false 27ff., 57, 131, 158, 211ff.
—true 301

potassium channel 84, 235
potential drug candidate 283
PP2A inhibitor 313
PPAR (peroxisome proliferator activator
receptor) 288
principal component (PC) 307
principal component analysis (PCA)
221, 302ff.
— computation 303
principal component score 192
privileged structure 17, 260, 278
profiling 223, 277, 302, 311
— parallel cellular 317
— multidimensional cellular
promoter 78
—leaky 78
prostaglandin (PGE2) inhibitor
protein
— function 1ff.
— purification 95ff.
— recombinant 95
—tag 98
purification 95ft., 273
— additive 100
— extraction 271
pyrroloquinoline quinone (PQQ)
pyruvate kinase (PK) 122
— pyruvate kinase-lactate dehydrogenase
(LDH) coupled assay 120ff.

192,

311

320

110

pyruvate oxidase 113

q

quality assurance (QA) 170

quality control (QC) 70, 101, 151ff,, 170, 300

— fully automated QC assessment 181
quinone 110
quantitative structure activity relationship
(QSAR) 217, 234f.

QT interval prolongation 235

r

R-score (R= robust, resistant)
— hit selection 201

radioactivity count value 158

radiofrequency (RF) tagging 267

raf-1 kinase inhibitor 287

read device 60

reading error 61

RECAP (retrosynthetic analysis approach) 33f.

200

Index

receptor 83, 237

recursive partitioning 226
recursive modeling (FIRM) 239
reduced graph-based method 226f.

regression
—local 189
— polynomial 187ff.

Renilla luciferase 79
reporter gene assay (RGA)
reporter gene inhibition

— pathway-independent 305
resolution

— temporal
response

— distortion 189

— position-dependent response effect

182

- surface 195
RGA, see reporter gene assay
rheumatoid arthritis 283
RNA

— mRNA expression pattern 302

— RNA interference (RNAi) 9
robot sample processor (RSP) 52, 64
robotic system

— integrated 65
rubidium (Rb+)

—efflux 60

—ion 84
rule of five 20, 232
running average 146
RZ value 199

25, 761t., 299

130

s
sample
— integrity 70
— robotic processor (RSP) 64
SAR, see structure-activity relationship
SARNavigator 245
SARS 6
— coronavirus SARS-CoV 6
scaffold 241
— chemical 260
— hopping 214, 227
— topology 228
scale 167
scanning technology
— confocal laser
—line 136ff.
— multi-beam 138
- single-point 134
—slit 146
— swept field laser scanner

134ff.

147

341
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Index

scavenger 269
scintillation counting 55

scintillation proximity assay (SPA) 54ff.,
114ff.
screening
— array compound screening (ARCS) 44
—bank 261

— cell-based 299

— data analysis  298ff.

— high content screening (HCS)

1291f., 159

— library design 231

— parallel cellular 305f.

— pathway-based 299

— post-screen data mining 132

—random 209

— sequential 209

— strategy 40

— target-based 299

—virtual 223

—window 156
self-organizing map (SOM)
sensitivity 131

—assay 155
serendipity 317f.

— systematic  317f.
signal scattering 26, 77
signal transduction 76ff.
signal-to-background ratio (SBR) 155
signal-to-noise ratio (SNR) 26, 155, 310
silica-based gel 272
similarity 217f.

— coefficient

—search 214
single cell analysis 129
singular value decomposition (SVD)
skewness 183
SLIMS 300
small molecule microassay 7
small molecule modulator 1ff.
smoothing 166ff., 184 ff.

— kernel 180ff.

— median polish 185

- nonlinear median 186

— response surface 195

—spline 184
sodium channel

- voltage-gated 83
solenoid-pressure bottle 47
solenoid-syringe 47
solid-phase synthesis 261ff.,

— parallel 261ff., 289

— pool/split 285

53ft.,

225, 3071t.

217

191ff.

solution-phase synthesis  269ff.

— polymer-assisted 269
solvent accessible surface 216
SOM, see self-organizing map
sonication 72
spatial function 191
split-and-combine synthesis
split-and-mix synthesis 265
split/pool synthesis 265 ff.
Spotfire DecisionSite™ 242, 300
squashing function 303
standard deviation 174, 186

— trimmed 166
StatServer HTS® 300
stochastic coefficient 191
streptavidin-biotin capture 114ff.
streptavidin-allophycocyanin (SA-APC)

122

structural integrity 77
structural model 183

—smooth 183
structural unit analysis (SUA)
structure 192

— chemical

—lead 17

— privileged 17, 260, 278
structure-activity relationship (SAR)

105, 232, 301ff.

— hypothesis 223

—model 210ff.
structured illumination 145
subpopulation analysis 129
substructure search 214
suppressor of FK506 (SFK) 8
surface area

— solvent-accessible 216
surface fitting

— non-parametric 190

— parametric 187

— polynomial 187
surface plasmon resonance (SPR) 60
synthesis technique 261

— divide-couple-recombine 265

— parallel solid-phase 261ff., 289

— partitioning-mixing 266

— pool/split  265ff.

— solid-phase 261ff.

— split/pool  265ff.

— split-and-combine 266

- split-and-mix 265

— solution-phase  269ff.
synthetase 94, 114
system model parameter

266

34, 230

218

10, 29,

183



t
T-cell activation antigen 317
tagging
— pre-encoded 267
— radiofrequency (RF) 267
Tanimoto coefficient 218
Tanimoto distance 218
Tanimoto index 244
target 38
- ligand binding 93
target identification 5ff.
— affinity based 6
— genomic method 7
— hypothesis-driven 5
— proteomic method 9
temporal resolution 130
tetramethylbenzidine (TMB) 113
threshold
—local 186
—setting  164f.
thrombosis 290
TIRF (total internal reflection fluorescence)
147
TMRE (tetramethylrhodamine ethyl ester,
perchlorate) 149
topoisomerase 312
toxicity 235, 306
transcription 78
— activity 81
transcription factor
— Ca* dependent 81
transferase 94, 114
transmembrane electrical potential gradient
84
transporter 82ff.
— electrogenic  76ff.
trend 182
—plot 171
trellis plot 177
TR-FRET (time-resolved FRET)
TRF (time resolved fluorescence)
trimming 166, 187 ff.

53,122
53, 120

Index

Tripos 34

Tukey’s bi-weight function 166
turbidity 55

tyrosine kinase 122

u

ubiquinone 100

ultra high-throughput screen (uHTS) 27,
401, 148, 152, 2991f.

UNITY 215f.

v

variance 183 ff.
VEGFR-2 288

VIPR® (voltage and ion probe reader)
53, 84
—dye 84
virtual assay 303 ff.
virtual screening 223
visualization 170
VLV (virtual laser valve) 44

w
wavelet serie 183
weight function 189
Western blot 100
Winsorizing 166, 188 ff.
workstation 64

— turnkey 66

Y
yeast three-hybrid system 7

z
Z-factor 26
Z-score 200

- normalization 310

zero activity 182
— smoothed zero activity surface 190
- surface 186

zinc (Zn) 100, 110

zymogen 103

343






