Additional file

Table S1A – The Armadillo dataset of 120 workflows and their respective classes. 
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1 1 ClustalW2

2 1 Baliphy

3 1 Muscle

4 1 Probcons

5 1 Kalign

6 1 ClustalW2 + Kalign

7 1 ClustalW2 + Muscle

8 1 Probcons + BaliPhy

9 1 2 x  Muscle + Probcons

10 1 ClustalW2 + Baliphy + Muscle

11 1 Muscle + BaliPhy + Kalign

12 1 Muscle + BaliPhy + Probcons

13 1 Kalign + ClustalW2 + Muscle

14 1 Kalign + ClustalW2 + Muscle + Probcons

15 1 Kalign + ClustalW2 + Muscle + BaliPhy

16 1 2 x  Muscle + 2 x  BaliPhy + Probcons

17 1 Muscle + ClustalW2 + 2 x  BaliPhy + Probcons

18 1 2 x  Muscle + 2 x  BaliPhy + 2 x  Probcons

19 1 2 x Kalign + ClustalW2 + Muscle

20 1 2 x Kalign + ClustalW2 + 3 x Muscle 

21 1 Kalign + 2 x  ClustalW2 + 2 x  Muscle + Probcons + Baliphy

22 1 3 x ClustalW2 + 4 x Muscle

23 1 2 x Kalign + ClustalW2 + 3 x Muscle

24 1 2 x Kalign + ClustalW2 + Muscle + Alignment information

25 1 2x Kalign + ClustalW2 + Muscle + Probcons

26 1 2x Kalign + ClustalW2 + Muscle + BaliPhy

27 1 Kalign + ClustalW2 + Muscle + BaliPhy + Probcons

28 1 2 x  Muscle + BaliPhy + Kalign

29 1 2 x  ClustalW2 + Baliphy + Muscle

30 1 2 x  Kalign + ClustalW2 + Muscle + BaliPhy

31 1 2 x  Kalign + ClustalW2 + Muscle + Probcons

32 2 Garly

33 2 PhyML

34 2 ProtML

35 2 ProtPars

36 2 Seqboot + ProtPars 

37 2 Garly + PhyML

38 2 Garly + ProtML

39 2 Garly + Seqboot + NeighBor

40 2 PhyML + ProtML

41 2 PhyML + Seqboot + Neighbor

42 2 Garly + PhyML + ProtML

43 2 Garly + PhyML + Seqboot + Neighbor

44 2 PhyML + ProtML + ProtPars

45 2 PhyML + ProtPars + Seqboot + Neighbor

46 2 PhyML + ProtML+ Seqboot + Neighbor

47 2 Garly + ProtPars + ProtML 

48 2 Garly + ProtPars + Seqboot + Neighbor

49 2 Garly + ProtML + Seqboot + Neighbor

50 2 ProtML + ProtPars + Seqboot + Neighbor

51 2 Garly + PhyML + ProtML + ProtPars + Seqboot + Neighbor

52 2 Garly + ProtML + ProtPars + PhyML

53 2 Garly + ProtPars + PhyML + Seqboot + Neighbor

54 2 Garly + ProtML + PhyML + Seqboot + Neighbor

55 2 2 x  PhyML + ProtPars + Seqboot + Neighbor

56 2 2 x  PhyML + ProtML+ Seqboot + Neighbor

57 2 2 x  PhyML + ProtML + ProtPars

58 2 2 x  Garly + Seqboot + NeighBor

59 2 2 x  Garly + PhyML + ProtPars + ProtML 

60 2 2x PhyML + ProtML + ProtPars


Table S1A (continued)
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61 2 7 x PhyML

62 2 2 x Garly + ProtPars + 3 x ProtML 

63 2 3 x PhyML + ProtML+ Seqboot + Neighbor

64 2 4 x PhyML + ProtML

65 2 2 x Garly + ProtML + Seqboot + Neighbor

66 2 2 x PhyML + ProtML + Seqboot + Neighbor

67 3 HGT Detector

68 3 Riata

69 3 BLAST

70 3 Robinson and Fould distance (RF)

71 3 Random Tree

72 3 HGT Detector + Riata

73 3 HGT Detector + Random Tree

74 3 Riata + BLAST

75 3 Riata + Random Tree

76 3 HGT Detector + Riata + Blast

77 3 HGT Detector + Riata + Random Tree

78 3 Riata +  RF + Random Tree

79 3 2 x  Riata +  RF + 2 x  Random Tree

80 3 HGT Detector + Riata +  RF + Random Tree

81 3 HGT Detector + Riata +  RF + BLAST

82 3 HGT Detector + BLAST + Riata +  RF + Random Tree

83 3 2 x  HGT Detector + Riata +  RF + Random Tree

84 3 2 x  HGT Detector + Riata +  RF + BLAST

85 3 2 x  HGT Detector + Riata + RF

86 3 2 x  Riata +  RF + Random Tree

87 3 2 x HGT Detector +  RF + Random Tree

88 3 2 x Riata +  RF + Random Tree

89 3 2 x HGT Detector + Riata + Random Tree

90 3 RF + 6 x Random Tree

91 3 Riata + 6 x Random Tree

92 3 2 x HGT Detector + Riata +  RF + 2 x BLAST

93 3 Riata + 7 x Random Tree

94 4 ClustalW2 + PhyML

95 4 ClustalW2 + Garly

96 4 Muscle + PhyML

97 4 Muscle +  Garly

98 4 Muscle + PhyML + HGT Detector

99 4 Muscle +  Garly + HGT Detector

100 4 Muscle +  Garly + HGT Detector + Random Tree

101 4 Muscle +  Garly + HGT Detector + BLAST

102 4 Muscle + PhyML + HGT Detector + Random Tree

103 4 ClustalW2 +  PhyML + HGT Detector + Random Tree

104 4 Muscle +  2 x PhyML + HGT Detector + Random Tree

105 4 ClustalW2 +  2 x PhyML + HGT Detector + Random Tree

106 4 PhyML+ HGT Detector + Riata +  RF + Random Tree

107 4 Muscle+ HGT Detector + Riata +  RF + Random Tree

108 4 2 x HGT Detector + Riata + 2 x Random Tree

109 4 Muscle+ ClustalW2 + Riata +  RF + Random Tree

110 4 2 x Muscle + PhyML + HGT Detector

111 4 2 x Muscle +  Garly + HGT Detector

112 4 ClustalW2 + PhyML +ClustalW2 + Garly + Muscle + PhyML

113 4 2 x Muscle +  Garly + HGT Detector + Random Tree

114 4 2 x Muscle +  Garly + HGT Detector + BLAST

115 4 2 x Muscle + PhyML + HGT Detector + Random Tree

116 4 3 x Muscle + PhyML + Alignment Information

117 4 2 x ClustalW2 +  PhyML + HGT Detector + Random Tree

118 4  ClustalW2 + Muscle + 2 x PhyML + 2 x HGT Detector + 2 x Random Tree

119 4 4 x ClustalW2 + PhyML

120 4 Alignment information


Table S1B – The myExperiment dataset of 100 workflows (generated using the Taverna workflow platform) and their respective classes. Here each workflow is represented by a series of tasks (defined by the users); each of these tasks includes multiple computational methods (not indicated here).
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identifier

Classes

Workflow metadata

162

1

Mygrid, example, taverna, biomoby, , snapdragon, image, annotation

149

1

Biomoby, text mining, gene symbol, disambiguation

150

1

Biomoby, disambiguation, gene symbol, text mining

151

1

Biomoby, disambiguation, gene symbol, text mining, svg

152

1

Biomoby, disambiguation, gene symbol, text mining

174

1

Biomoby, microarray, affymetrix, nugo, R, quality control

175

1

Biomoby, affymetrix, microarray, nugo, R, normalization

1377

1

Pubmed, xml, text mining, ucompare

1013

1

Exon, p53, regex, text mining

1014

1

Exon, p53, regex, text mining

1015

1

Exon, p53, regex, text mining

1016

1

Intron, p53, regex,text mining

1017

1

Intron, p53, regex, text mining

1018

1

Intron, p53, regex, text mining

1428

1

Annotation, example, biomoby, image, mygrid, snapdragon

199

2

EBI, sequence similarity search, ssearch, Smith-Waterman, FASTA

200

2

EBI, sequence similarity search, Smith-Waterman, ssearch,FASTA

220

2

EBI, protein, sequence similarity search, smith-waterman, scanps

218

2

EBI, protein, protein annotation, sequence similarity search, Smith-Waterman, mpsrch

201

3

EBI, sequence similarity search, ncbi blast, BLAST, blastall

1491

3

Sequence, BLAST, ddbj, protein, services

1492

3

Sequence, services, , BLAST, DDBJ, protein

1457

3

Nucleotide, sequence, services

23

3

BLAST, DDBJ, sequence, similarity

21

3

DDBJ, sequence, similarity, BLAST, simplifier

1450

3

DDBJ, protein, services, xml, BLAST 

1451

3

DDBJ, BLAST, protein, sequence

329

3

DDBJ, BLAST, protein, sequence

32

3

BLAST, sequence

368

3

Protein, sequence, neuroscience, newcastle, BLAST

1452

3

BLAST, services, protein, sequence

1454

3

BLAST, nucleotide, sequence, services

1455

3

BLAST, nucleotide, sequence, services

1456

3

BLAST, nucleotide, sequence, services

1556

3

BLAST, accession

1525

3

DNA, sequence, alignment, grid, moteur, vbrowser, BLAST, conversion

1528

3

Alignment, BLAST, blat, conversion, DNA, grid, moteur, sequence

202

3

EBI, ncbi blast, sequence similarity search, user_interaction, BLAST blastall

1688

3

Blastall, blastp, EBI, ncbi blast, sequence similarity search, BLAST 

1689

3

Blastall, EBI, ncbi blast, sequence similarity search, blastp, BLAST

208

3

BLAST, EBI, ncbi blast, sequence similarity search, PSI-BLAST, blastpgp

1493

3

BLAST, services, sequence, nucleotide

1494

3

BLAST, nucleotide, services

530

3

BLAST, 

90

3

BLAST, sequence

197

3

BLAST, wu-blast, EBI, sequence similarity search

198

3

BLAST, wu-blast, EBI, sequence similarity search, user_interaction

1705

4

EBI, clustal, clustalw, multiple sequence alignment

203

4

EBI, multiple sequence alignment, clustal, clustalw

206

4

EBI, clustal, clustalw, tree, phylogenetic tree, neighbor-joining

3370

4

Alignment, clustalw, phylogeny, protein, tree, clustal, sequence

733

4

Phylogenetic tree, BLAST,  clustalw, protein, BLAST, clustalw, database

532

4

BLAT

204

5

EBI, interpro, interproscan, GO terms, protein annotation, gff, protein family, protein motif

205

5

EBI, GO terms, interpro, interproscan, protein annotation, user_interaction, 

829

5

Network, bioquali, pyquali, interaction

830

5

Bioquali, interaction, network, pyquali

211

6

EBI, protein, protein annotation, transmembrane, transmembrane prediction, phobius, gff

212

6

EBI, interproscan, protein, protein annotation, transmembrane, transmembrane prediction, gff

740

7

Image, compound, compound info + image, , inchi, ncbi, pubchem, pccompound


Table S1B (continued) 
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identifier

Classes

Workflow metadata

737

7

Pubchem, pug, compound info image

2139

7

Compound, structure, open source, open science

215

8

EBI, emboss, emboss tmap, transmembrane, transmembrane prediction,protein, gff

217

8

EBI, alignment, multiple sequence alignment, kalign

219

8

EBI, alignment, multiple sequence alignment, mafft

95

8

Phylogenomics, sifter, automatic function prediction, mafft, tree, moby, 

221

8

EBI, alignment, ,multiple sequence alignment, muscle

1477

8

Kbws,  g-language,  sequence,  protein,  fasta,  blast,  muscle,  weblogo,  togows

222

8

EBI, alignment, multiple sequence alignment, t-coffee, 

223

8

Accurate mass, chemspider, mass spectrometry, metabolomics, massbank

1527

8

Alignment, conversion, DNA, grid, moteur, sequence, taverna, vbrowser, blat

158

9

BIOMart, mygrid, taverna, emboss

214

9

EBI, emboss, emboss seqret, sequence retrieval, dbfetch

209

9

EBI, dbfetch

232

9

EBI, dbfetch,fasta format, ncbi, efetch, gi, sequence identifier, sequence retrieval

235

9

EBI, fasta format, gi, interpro, protein, uniparc, uniprot archive, picr, upi, dbfetch

233

10

EBI, pdb, protein, protein structure, structure, pairwise structure comparison

225

10

EBI, pdb, protein, protein structure, structure, structure retrieval, dbfetch

224

10

EBI, protein, structure, pdb, backbone, 

165

10

Mygrid, soaplab, sequence, retrieval, rendering

236

11

EBI, gi, picr, protein, sequence identifier, uniparc

237

11

EBI, protein, sequence identifier, sequence retrieval, dbfetch

238

11

EBI, srs, interpro, protein, protein annotation, uniparc

244

11

EBI, nucleotide sequence, protein, censor, repeat masking

809

11

Web service, repeat, opal, example

808

11

Web service, repeat, opal, cluster, example

245

12

Trnascan-se, trnascan, tRNA, nucleotide sequence

36

12

Transformation, transgenic, translation

227

12

EBI, emboss, emboss getorf

4

13

Sanger sequencing, satellite, scaffold

906

13

GeNS, proteins, genomic name server, genomics, proteomics, 

907

13

GeNS, proteomics, genomic name server, genomics, protein, convert

912

13

GeNS, database, regex

913

13

GeNS, database, list, regex

914

13

GeNS, database, organisms, regex

1696

14

EBI, interpro, interproscan, protein

1697

14

EBI, interpro, interproscan, protein

380

14

Structure, docking, ligand

39

15

Scaffold, SEG

3945

15

Component


