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analysis, 359
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GLOBI database, 383
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GOLD tool, 211-212
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Joint Commission on Biochemical

Nomenclature (JCBN), 394
Junk DNA, 112

K
K-means
algorithm, 462—463
clustering, 450
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Knowledge discovery process, 466
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(KEGG), 60, 62, 133, 340, 385, 393—394,
415, 433
database, 27
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Lassa Virus (LASV), 321
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discovery, 256
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Lead optimization, 214, 234, 256
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Library preparation, 59
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Ligand-based designing approaches, 255
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application of
pharmacophore in virtual screening and de
novo design, 239—240
QSAR/SAR, 248-250
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pharmacophore, 234—235
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mapping, 236—237
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Linear programming, 350
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5-lipoxygenase-activating protein (FLA
protein), 282

Lipoxygenases (LOXs), 255256
inhibition, 255—256
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algorithms, 198—199, 319
application, 452—453
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supervised learning, 443—445, 444f
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383
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384
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Mass balance equations, 348—349
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Mass spectrometry (MS), 337, 429, 466—467
limitations, 340
mass spectrometry-based proteomics,
391-392
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Mathematica, 415
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Medical and health data analysis, 469
Medical science, 342—343
MEGA, 85
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Messenger RNAs (mRNAs), 105, 467
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MetaboAnalyst 4.0, 356
Metabolic control analysis, 352
data, 352
Metabolic engineering, 418
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Metabolic foot printing, 338
Metabolic networks, 381, 385
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346—347
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thermodynamic constraints to metabolic
model, 348
mass balance equations, 348—349
and model construction, 344—351
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steady state, 349
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Metabolic nonsteady state, flux analysis under,
355
Metabolic pathways, 429
Metabolic steady-state, flux analysis under,
353-354
Metabolism, 385
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Metabolome, 338
Metabolome-wide association studies
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applications, 341—343
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361—-363
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microbial science, 341
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carbon flux analysis, 352—353
data processing in, 339—341
fingerprinting, 338



metabolic control analysis, 352
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Metagenomics, 105, 159—161
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analysis, 166
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workflow
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Metropolis criteria, 292
MHC
class I binder prediction, 323—324
class II binder prediction, 324—325
gene diversity, 325
Michaelis—Menten constant, 349
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microarray technology, 100
applications of, 99
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principle of, 92—94
tools and utility, 94
data analysis, 94
pre-processing of microarray data, 94
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Microbial science, 341
Microbiomics, 367
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MicroRNAs (miRNAs), 105, 114—115, 469
database, 27
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and target prediction, 469
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Model-Based Expression Index (MBEI), 94
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ModelSEED, 395—396
Modulators, 282
MOE, 254—255
MOLE db (molecular descriptors database),
312-313
Molecular alignment in LBP modeling, 238
Molecular docking, 185—186, 211—-212,
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algorithms, 292—293, 293¢
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scoring functions, 294
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212-213, 226—227, 278, 291, 297—-300,
326
binding-free energy calculations, 299—300
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280—281
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Multiple linear regression (MLR), 245
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Multitarget drugs design, 214—215
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Mutation and disease association study, 468
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applications, 376, 396—399
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in rare diseases, 396—398
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challenges and future perspective, 399—400
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pseudo temporal ordering, 399—400
experimental methods in, 387—393
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389-390
live cell imaging, 392—393
mass spectrometry-based proteomics,
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BiGG, 394
BioCyc Database Collection, 393
ENZYME, 393—-394
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Network-based methods, 368
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445, 449, 459
Newbler, 53—54
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Noncoding DNA, 112
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Nonlinear modeling algorithms, 245
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techniques, 466—467
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Optimization, 350—351
alternative objective functions, 350—351
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Partial differential equations (PDEs), 410
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Pathway modeling
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general diagram and language used in,
411-413
Pathway simulations analysis, 413—415
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stochastic simulation, 414—415
Pathway tools, 395, 415—-416
Pathway/Genome Databases (PGDBs), 393
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Pattern identification, 44
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drug toxicity, 311
Pharmacogenomics, 10—11
role in precision medicine, 314—315
Pharmacokinetics of drug candidates, 307—310
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future perspectives, 283—284
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Phylogenetic analysis, 8—9, 34, 42—44
algorithms for, 43
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Phylogenetic systematics, 68
Phylogenetic tools, 85—86
Phylogenetic trees, 69
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PHYLogeny Inference Package (PHYLIP), 85
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Physico-chemical constraints, 349
Physics-based energy function and
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Physics-based modeling, 192
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PickPocket 1.1 server, 323—324
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Plant small RNA target analysis (psRNA target
analysis), 435
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Position weight matrix (PWM), 429
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Postgenomic era and drug discovery, 306—307
Posttranslational Modifications (PTM), 21
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Prediction, 459
of pharmacokinetic properties, 279
Prediction of Gene Ontology (PoGo), 152
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Primitive traits, 68
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comparative analysis and differential
expression, 115—118
expression level calculation, 115
Progenesis, 340
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ProPred-1 method, 325
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Protein structure prediction methods (PSP
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understanding dynamics, 186
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method of, 178—183
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Proteins, 177, 186, 224—225, 467
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drug target, 185—186
expression analysis, 468
function
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protein 3D structure prediction, 191—197
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194-195
protein-coding RNAs, 428
protein—DNA interaction, 291
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Proteomics, 44, 367, 381. See also
Metabolomics
resources, 430, 431¢
Pseudo temporal ordering, 399—400
PSI-BLAST homologous sequence, 29,
178—179, 394
Psychiatric diseases, 342—343
PTMnet, 21
PubChem, 340, 394
BioAssay, 27
compound, 27
database, 211
substance, 27
PubMed database, 415, 463
Pulse cytophotometry, 392
PyRodalgorithm, 280—281

Q

Q-SiteFinder tool, 211

QikProp tool, 311

Quadrupole (Q), 391

Quality and depth of raw sequencing data,
109-110
adapter sequences, 110
base calling accuracy, 109
GC content per sequence, 110
k-mer value, 110
overrepresented sequences, 110

Quality check, 97—98

Quality control (QC), 109
analysis, 162—163
BQS, 162
duplicate sequences, 163
GC content, 163
overrepresented k-mers, 163
overrepresented sequences, 163
per base N content, 163
per base sequence content, 163

quality analysis and improving software
tools, 163
of raw sequencing data, 52
RLD, 163
sequence quality score, 162
software tools, 164t
Quantitative Phase Contrast microscopy,
392—-393
Quantitative structure—activity relationship
(QSAR), 209, 213214, 213f, 233—-234,
240—247, 255, 269
application of QSAR/SAR, 248—250
drug development and other applications,
244
prediction of kinetic and thermodynamic
parameters, 244
synthetic organic chemistry and QSAR,
248
backbone of chemical similarity, 241—242
classification of 3D QSAR approaches, 243
concept of applicability domain and QSAR
approaches, 246—247, 247f, 248f
data, 242
designation of, 241, 241f
development of new QSAR, 248
modeling, 245—-246
determination of multitask modeling, 245
different validation methods, 246
validation of, 245—246
molecular interactions and energies,
243-245
AFMoC, 244
comparative residue interaction analysis,
244
detailed analysis of COMSA, 244
determination of CoOMMA, 244
GRID, 244
interaction energies, 245
representation of COMFA results,
244-245
shape analysis, description of, 243
QUARK, 195—-197
Quasi steady-state approximation, 349
Quenching, 341
QuickGo, 152

QXP, 292
R
R tool, 415

Radiation hybrid (RH), 467

Radius of gyration (Rg), 298

Ramachandran plot, 184

Rampage, 10

Random amplified polymorphic DNA (RAPD),
131

Random forest (RF), 295, 445

Rarefaction curve, 170

Rat Genome database (RGD), 153—154

Reactome, 116, 340, 397

Read length distribution (RLD), 163

Receiver operating characteristic (ROC), 200

Receiver operating characteristic curve,
2762717

Reduce & Visualize Gene Ontology
(REVIGO), 152
Reductionist approach, 425
Redundancy rate of reads, 111
Reference-based assembly approach, 49, 54
Refinement of metabolic networks, 360
Regression, 446—450
hypothesis, 447—450, 448f
cost function, 447—448
gradient descent, 448
logistic regression algorithm, 448—450
models, 459
Regulatory controls, 348
Regulatory on/off minimization (ROOM), 351
Relation, 17
Relational databases, 17
REM-TrEMBL, 22
Repeat Explorer, 60
Repeat Masker, 60—61
Repeat Modeler, 60
Repetitive DNA, 59—60
Replica-Exchange Monte Carlo (REMC), 195
Resequencing, 105
Restriction enzyme-based DNA sequencing,
135
Restriction-site-associated DNA sequencing
(RAD-Seq), 135
Reverse transcriptase polymerase chain
reaction (RT-PCR), 91
Reverse vaccinology (RV), 317
RF-Score, 296—297
rFBA techniques, 359
Ribosomal Database Project (RDP), 161
Ribosomal RNA (rRNA), 96
Rigid docking, 224—225
RNA, 189
polymerase, 429
sequence, 452—453
targets, 221
RNA-sequencing (RNA-seq), 91, 96—99, 105,
388, 428, 452—453
analyzing RNA-seq data, 109—111
applications, 100, 111—-121
databases and software for small RNA
analysis, 121—-122
identification
of novel protein-coding genes, 112—113
of other classes, 113—115
library preparation and sequencing, 96—97
limitations and future perspective of, 100
next-generation sequencing platforms and
technologies, 105—109
pipeline and usage, 97—99
software and databases, 1167
steps involved in, 97—99
rnaSPAdes, 98
ROBETTA model, 209
Robust Multi-chip Average (RMA), 94
Roche 454 sequencing, 54, 95, 106—107
Root, 70
Root mean square deviation (RMSD), 185,
193, 297-298
Root mean square fluctuation (RMSF),
297-298



Rooted tree, 70

Rosetta method, 29

ROSETTA model, 195, 196f, 209
ROSETTALIGAND, 292

RSEM, 99, 388

S
16S rRNA, 159—-160
18S rRNA, 159-160
Saccharomyces cerevisiae, 341, 390
Sailfish, 388
Sample preparation, 339
Sampling algorithms, 369—370
Sanger sequencing, 94, 105
SARS-CoV-2 proteins, 190
Saudi Human Genome Program, 426
SAVES v6.0, 184
Scaffold hopping, 236
Scale free, 382
Schizophrenia, 342—343
Scoring criteria, 180—181
Scoring functions (SFs), 292, 294
empirical SFs, 294
force-field SFs, 294
Scoring matrices, 36—38
BLOSUM matrices, 37
PAM matrices, 37
PAM vs. BLOSUM, 37-38
SDNGO, 149
Search Tool for Retrieval of Interacting Genes/
Protein (STRING), 62, 385, 394
Second generation DNA sequencing, 95
Second-generation sequencing (SGS), 108
Secondary data, 463
Secondary database, 22—23
InterPro, 23
Pfam database, 23
PRINTS database, 22—23
PROSITE, 22
Secondary structure (SS), 452—453
contact list, 190—191
Semiflexible docking, 295
Semisynthetic drugs, 259
Sensitivity, 276
Sequence Alignment Map (SAM), 110
Sequence alignments, 33—36
application of, 44
construct, 34
global sequence alignment, 35
homology of sequences, 35
local sequence alignment, 35—36
similarity of sequences, 34—35
working of alignment algorithm, 36
initialization of matrix, 36
matrix filing with maximum score, 36
traceback approach to find appropriate
alignment, 36
Sequence analysis, 8
Sequence capture, 136
Sequence data, 429
Sequence databases, 19—-21
DNA Database of Japan, 20
ENA, 19

GenBank, 19
GenPept, 20
PIR, 20—21
Sequence quality score, 162
Sequence Read Archive (SRA), 19
Sequence Retrieval System (SRS), 28
Sequence searching, 467
Sequencing, 49
platforms, 136
quality analysis, 166—167
Sequencing by Oligonucleotide Ligation and
Detection (SOLiD), 54, 95
Ser323 residue, 184
Ser412 residue, 184
Serial algorithms, 369—370
Shannon diversity, 170—171
SHARCGS method, 53—54
Shared characters, 74
SHARKhunt program, 394
ShinyGO, 152
Short nuclear polymorphism (SNP),
161-162
Short Read Archive (SRA), 162
Shortest path length, average of, 374—375
Shortest-path-based equation, 397
Side chain modeling, 180
Side effect—side effect networks, 432—433
Sigmoid function, 449
Signaling network, 386
SignalP, 62
Silent mutations, 37
SILVA, 161
Similarity search methods, 235
Similarity-based methods, 29
Simple sequence repeats (SSRs), 100, 131
amplification and evaluation of polymorphic
potential, 133—134
analysis of SSR markers, 132—135
classification and genomic localization, 133
cross-transferability of SSR markers,
134—135
functional annotations of SSR containing
sequences, 133
future perspective, 135
identification, 10
mining and primer designing, 133
Simulation tools, 416—418
COPASI, 416—418
GEPASI, 416
SBW, 416
Single-molecule real-time sequencing approach
(SMRT), 96, 107—108
Single-node-type network, 434
Single-nucleotide polymorphisms (SNPs), 92,
132, 467
analysis of SNP markers, 135—140
approaches for sequence data generation,
135
assessment of sequence quality, 136
functional annotation of variant, 138—140
postprocessing of mapped reads, 138
reads assembly and mapping to reference
genome, 136—138
sample preparation, 135
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sequencing of complex genomes,
135—136
variant calling and filtration, 138
identification, 10
Singleplex PCR Target Enrichment Strategies,
388—389
Singular value decomposition (SVD), 362—363
Small molecules
database, 27—28
leading to drugs/agrochemical development,
10
Small molecules PPI inhibitors (SMPPIIs),
283
Small noncoding RNAs, 113—115
endogenous siRNAs, 113—114
miRNAs, 114—115
piRNA, 114
Small RNA analysis
Armour, 121
databases and software for, 121—122
miRBase, 121
miRNAconsTarget, 122
MPSS, 122
PMRD, 121
sRNAbench, 122
sRNAtoolbox, 122
UEA sRNA workbench, 121
Small RNA-PARETargets Analyzer, 122
Small world network, 382
Small-interfering RNA (siRNAs), 111
Smith—Waterman algorithm, 35
SMRThbell, 108
SNAP, 61
SNPESf, 138—140
SOAPdenovo, 52
Social media, 426
Social networks, 368
Software, 147
SoLid ABI, 107—108
Soluble epoxide hydrolase (sEH), 282
SP-TrEMBL, 21
Spacers, 325—326
SPAdes software, 53—54
SPARTA, 122
Specialized database, 24—28, 25¢
bibliographic databases, 26
clustering databases, 24—25
enzyme databases, 27
expression databases, 26
interaction databases, 26
microRNA database, 27
pathway databases, 27
small molecule database, 27—28
taxonomy databases, 26
vaccine design database, 28
Specificity, 276
Split, 72
Squared error cost function, 447—448
sRNAbench, 122
sRNAtoolbox, 122
SSAKE method, 53—54
SSAP tools, 190
STAN server, 184
STAR, 99



486 Index

Statistical approaches, 317
Statistical comparison of biological networks,
375
Statistical potential based SFs. See Knowledge-
based scoring functions
Statistics, 457—458
Steady state, 349
Stochastic differential equations, 410
Stochastic method, 236
Stochastic simulation, 414—415
Streptomyces
S. erythreus, 418
S. lividans, 418
Strongly significant of feature selection
technique, 461—-462
Structural analysis and verification server
(SAVES), 10
Structural annotation, 61. See also Functional
annotation
AUGUSTUS, 61
MAKER, 61
Structural Classification of Proteins (SCOP),
18—19, 24, 190, 464
Structural databases, 23—24
CATH/Gene3D, 24
research collaboratory for structural
bioinformatics protein data bank, 23
SCOP, 24
Structural topology of protein, 190—191
Structurally conserved regions (SCRs),
178—180
Structure affinity relationship (SAR), 261
Structure prediction techniques, 44, 177,
192—-193, 221
Structure refinement, 193—194
Structure-based drug designing (SBDD),
207-209, 219, 233, 254—255. See also
Ligand-based drug designing (LBDD)
background of, 220
challenges and limitations, 228
drug discovery and development process,
208f
future prospective, 228—229
process of, 221—-227
ADMET analysis, 226
binding-free-energy calculation-MM-
PBSA, 227
cavity/binding site prediction, 223
ligand structure preparation/retrieval,
223-224
MDS, 226—-227
molecular docking and virtual screening,
224-225
target identification, 221
target structure determination/prediction,
221-223
recent development in, 227—228
Structure-based pharmacophore (SBP),
238—239. See also Ligand-based
pharmacophore (LBP)
feature-based outlook, 239
macromolecule ligand complex, 239
modeling, 275—-276
with LigandScout, 275—276

structure-based drug discovery with
Discovery Studio’s interaction
generation protocol, 275
Structure—activity relationships (SAR), 207,
233-234
Structured Query Language, 17
Subtree, 72
Superconductors, 339
Superimposition based on atom overlapping,
235
Supervised classification model, 458
Supervised learning, 443—445
classification, 444
problems to understand, 446
supervised machine learning in
bioinformatics, 444—445
Support vector machines (SVM), 295, 319,
445, 452, 458
algorithms, 200
Suppressors of gene silencing (SGS3), 114
SVMTriP server, 321
Swiss Institute of Bioinformatics (SIB), 21
Swiss Model, 209
Swiss PDB viewer, 10
SWISS-PROT, 18
Swiss-Prot database, 21
SwissDock server, 211—-212
SymmDock, 428
Synapomorphic traits, 67—68
Synapomorphies, 68—69
Synapomorphism, 67—68
SynLinker tool, 325—326
Synthetic approach, 96
Synthetic lead molecules, 257—258
Synthetic lethal genes identification, 358
Synthetic Long-Read technology (SLR),
107—-108
System Biology Markup Language (SBML),
412—-413
Systematics, 68 —69
search algorithms, 236
Systemic sclerosis (SSc), 396—397
Systems biology, 11, 409, 425
applications of pathway modeling and
simulations, 418—419
drug designing, 418—419
flux balance analysis, 419
metabolic engineering, 418
phenomics study, 419
challenges, 420
knowledge gaps between
computationalists and experimentalists,
420
miscellaneous computational challenges,
420
theory development, 420
computational modeling of pathway,
409—-411
data type in, 426—429
general diagram and language used in
pathway modeling, 411—413
SBGN, 411—-412
SBML, 412—-413
pathway simulations analysis, 413—415

platforms used for modeling and simulations,
415-418
pathway designing tools, 415
Pathway Tools, 415—416
simulation tools, 416—418
Systems Biology Graphical Notation (SBGN),
411-412
Systems Biology Research Tool (SBRT), 357
Systems Biology Workbench (SBW), 415—416
Systems pharmacology, big data in, 434—435

T
T-cell epitope (TCE), 318
in silico method for T-cell epitope
prediction, 322—325
MHC class I binder prediction, 323—324
MHC class II binder prediction, 324—325
MHC gene diversity and importance in
TCE prediction, 325
T-cell receptors (TCRs), 317—-318
Tanimoto coefficient, 235
Target 3D structure, 223
Target alignment, 180
Target identification and de novo ligand design
using pharmacophore approaches, 279
Target model, 178
Target prediction, miRNAs and, 469
Target protein, 3D structure of, 209
Target structure determination/prediction,
221-223
Target template, 235
Target-enrichment strategies, 388—389
Target-oriented synthesis (TOS), 259—261
Targeted metabolomics, 338
TargetFinder Perl script, 435
TargetP, 62
Taxon, 69
Taxonomic hits distribution, 170
Taxonomy databases, 26
tbl2asn, 19
Template, 178
Template-based modeling (TMB), 178, 192
TF hubs, 383—384
TFBIND, 61
Theoretical biology, 413
Therapeutic properties, 253
Thermodynamic constraints to metabolic
model, 348
Third generation DNA sequencing, 96
Third-generation sequencing (TGS), 107—108,
108t
Threading, 181
alignments, 195
recognition, 180—182
twofold recognition approach, 181f
Three-dimension (3D), 233
arrays, 429
fingerprints, 235—-236
conformational flexibility, 236
fragment-based drug design, 236
scaffold hopping, 236
3D similarities depend on alignment, 236
macromolecular structure, 233—234



model and validation of fusion vaccine, 326
pharmacophore, 237
constructive phase, 237
modeling using web platform, 279—280
optimization phase, 237
principles over above limitations, 240
subtractive phase, 237
protein structure, 181
QSAR approach, 243—244
space, 181—182
structures, 189, 219-220, 233
data, 429
of protein, 177
of target protein, 209
3D electron cryo-microscopy (3DEM), 189
30mics, 340
TIGR genome assembler, 50—51
Time of flight (TOF), 340, 391—392
Tissue microarray (TMA), 91
Toll-like receptors (TLRs), 282, 326
Top-ranking molecules, 235
Tophat2, 99
TOPKAT tool, 311
Topobiological constraints, 350
Topological parameters of network, 373—375
average of shortest path length, 374—375
betweenness centrality, 375
clustering coefficient, 375
node degree, 374
statistical comparison, 375
Topological properties, 373
Topology, 70
topology-driven online resources, 190—191
ToppGene, 151
ToxinPred, 326—327
Trace Archive, 19
Traceback approach, 33—34
Training set of compounds, 239
Trajectory, 297—298
Trans-ABySS, 98
Trans-Acting small-interfering RNAs (ta-
siRNAs), 114
Trans-eQTLs, 120
Transcription factors (TFs), 428
Transcriptome
assembly, 111—112
de novo transcriptome assembly, 112
genome-guided transcriptome assembly,
111-112
case study related to transcriptome data
analysis, 435—-437
sequencing, 105, 136
Transcriptomics, 44, 91, 367
resources, 430
Transeq, 61
Transfer RNA (tRNA), 96
Translate, 61
Translated EMBL database (TrTEMBL
database), 21—22
Translational bioinformatics, 313
Transporters associated with Ag-processing
protein (TAP protein), 323—324
Transposon-mediated fragmentation, 388—389
Tree construction methods, 74—84

Bayesian phylogeny, 83—84
maximum likelihood phylogeny, 82—83
maximum parsimony, 80—82
neighbor-joining algorithm, 76—80
UPGMA, 7476

Tree of Life, 73

Trimming and filtering of raw reads, 52

Trimmomatic tool, 52, 98

Trinity, 98

True positive (TP), 200

TruSeq Amplicon, 388—389

Trypanosoma brucei, 418—419

Twitter, 426

2-dimensional arrays, 429

U

Uber, 425

UCSC Genome Browser, 62

UEA sRNA workbench, 121

Ultrametric tree, 72

Undirected graphs, 372

Unicycler software, 53—54

UniPort database, 464

UniProt Archive (UniParc), 21—-22

UniProt Knowledgebase (UniProtKB), 21—22

UniProt Reference Cluster (UniRef), 21—22

UNited RESidue (UNRES), 194

Universal Protein Resource (UniProt), 21—22
UniParc, 22
UniProtKB, 21-22
UniRef, 22

Unrooted tree, 70

Unsupervised classification model, 458

Unsupervised learning in bioinformatics, 452

Unsupervised machine learning, 445—446.
See also Supervised learning
problems to understand, 446

Untargeted metabolomics, 338

Unweighted Pair Group Method with
Arithmetic Mean (UPGMA), 43, 74—76
advantages and disadvantages of neighbor-

joining method, 80

\%

Vaccination, 317
Vaccine design(ing), 317
adjuvant and linker selection, 325—326
antigen selection and immunological
databases, 318—319
autoantigens, 319
endogenous antigens, 319
exogenous antigens, 318
building 3D model and validation of fusion
vaccine construct, 326
computer-aided vaccine development
example, 328—329
database, 28
in silico method for
BCE prediction, 319—322
T-cell epitope prediction, 322—325
miscellaneous properties, 326—328
delivery methodology, 327—328
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half-life or stability, 327
peptide toxicity, 326—327
next-generation sequencing technology role
in vaccine design, 328
Vaccine Investigation and Online Information
Network (VIOLIN), 28
Vaccinology, 317
Val4 residue, 184
Valency. See Degree
Validation of pharmacophore models, 237,
276—278
analysis of Fisher’s randomization test, 237
azaindole derivatives, 277—278
GH scoring method, 237
receiver operating characteristic curve,
276277
test set prediction, 237
Van der Waals forces (vdW forces), 223
Variants
calling, 138
detection, 120
Vaxign query, 319
Vaxilen, 319
VaxiJen 2.0 server, 322
Vaxjo database, 325
VCAKE method, 53—54
Velvet software, 53—54
Verify 3D, 209
Vertex similarity (VS), 397
application of vertex similarity to rare
diseases, 397
Virtual screening (VS), 211, 224-225,
233-234, 239240, 270
conformer selection, 239
exploration of conformational space,
239-240
of high-throughput docking, 295
Virus attack, 435—437
ViSEAGO, 152
Visualization, 149
Volume, velocity, veracity, and variety (four
Vs), 426

w

Waikato Environment for Knowledge Analysis
(WEKA), 458, 461

Weakly significant of feature selection
technique, 461—-462

Web Gene Ontology (WEGO), 152

Web Graphics Library technology, 396

Weighted graph, 372

Wellcome Trust Sanger Institute, 62

WhatCheck, 209

Whole exome sequencing (WES), 388

Whole genome bisulfite sequencing (WGBS),
389-390

Whole genome sequencing, 136, 367

Worldwide PDB (wwPDB), 189

Wrapper method, 198

X
X-rays, 177—178
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X-rays (Continued)
crystallography, 177, 207—208, 219—-220,
428
XGBoost algorithm, 199
XML. See Extensible Markup Language
(XML)

Y
Yeast
tRNA, 18
two-hybrid, 390—391
Yeast one-hybrid (Y1H) system, 384
YeastCyc, 393
Yield of actives (YA), 276

yA

ZDOCK server, 211-212
Zebrafish fish (Danio rerio), 342
Zero-mode waveguide (ZMW), 108
Zileuton, 256

Zolmitriptan, 255
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