Online Supporting Information S5: Accuracy in IFS
(incremental feature selection)

Accuracy of Accuracy of

Index The last added feature positive negative Total
pathway pathway accuracy
1 out local density 0.6 mean 100. 00% 0. 00% 0. 99%
2 polarity composition P max 42. 60% 95. 88% 95. 35%
3 in local density 0.7 max 54. 44% 98.91% 98. 47%
4 in local density 0.5 mean 58. 58% 99. 27% 98. 87%
5 topological change 0.6 0.7 69. 23% 99. 48% 99. 18%
6 topological change 0.1 0.2 76. 33% 99. 57% 99. 34%
7 in degree variance 73.37% 99. 59% 99. 33%
8 topological change 0.7 0.8 75. 74% 99. 62% 99. 38%
9 out local density 0.8 mean 73.96% 99. 62% 99. 37%

10 secondaryfstructurefdlstrlb 75 749 99. 66% 99. 43%
ution P-1.0 mean
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68%

68%

68%

68%

09%

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

15%

14%

15%

15%

14%

14%

14%

14%

12%

12%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

82%

82%

82%

82%

81%

80%

80%

81%

79%

8%




222

223

224

225

226

227

228

229

230

231

232

AA composition R max

first singular values

AA composition W max

hydrophobicity transition N
H mean

polarity transition NH max

secondary structure distrib
ution H-0.75 max

polarity composition N mean

in local density 0.2 mean

VanDerWaal distribution N-0
.0 max

solvent accessibility distr
ibution H-0.5 max

secondary structure transit
ion PH max

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

09%

09%

09%

09%

09%

09%

09%

09%

09%

09%

68%

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

11%

12%

11%

12%

11%

12%

12%

13%

14%

12%

11%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

8%

8%

8%

79%

7%

79%

79%

79%

80%

8%

8%




233

234

235

236

237

238

239

240

241

242

243

244

245

polarity composition H mean

polarity distribution N-0.5
_mean

hydrophobicity distribution
~P-0. 75 max

AA composition S max

AA composition E max

VanDerWaal distribution P-0
. 25 max

polarizability distribution
~N-0. 75 max

AA composition C max

AA composition Y max

AA composition T max

VanDerWaal distribution H-0
.0 mean

in degree median

AA composition D max

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

12%

12%

14%

13%

12%

13%

12%

09%

09%

10%

10%

10%

10%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

79%

79%

80%

80%

79%

80%

79%

76%

76%

7%

7%

7%

7%




246

247

248

249

250

251

252

253

254

255

solvent accessibility distr
ibution H-0. 75 max

VanDerWaal composition N ma
X

hydrophobicity composition
H mean

polarizability composition
H max

VanDerWaal composition P me
an

secondary structure transit
ion PN max

VanDerWaal distribution H-0
. 25 max

AA composition K max

VanDerWaal distribution P-0
.0 max

AA composition F max

65.

65.

66.

65.

65.

66.

66.

66.

66.

66.

68%

68%

27%

68%

68%

27%

27%

27%

27%

27%

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

09%

08%

08%

09%

08%

06%

05%

05%

05%

05%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

76%

75%

76%

76%

75%

3%

2%

2%

3%

2%




256

257

258

259

260

261

262

263

264

265

266

polarizability distribution
~P-0.5 max

polarizability distribution
~N-0. 25 max

AA composition N max

out degree median

polarizability distribution
~N-0. 0 max

secondary structure distrib
ution H-0.5 max

AA composition A max

polarizability distribution
~P-0. 75 max

polarity composition P mean

polarizability distribution
~H-0. 0 mean

polarizability composition

N max

66.

66.

66.

66.

66.

66.

66.

65.

65.

65.

65.

27%

27%

27%

27%

27%

27%

27%

68%

68%

68%

68%

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

04%

04%

04%

04%

04%

04%

03%

04%

04%

04%

04%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

2%

2%

2%

2%

1%

1%

1%

1%

1%

1%

1%




267

268

269

270

271

272

273

274

275

276

277

polarity distribution N-0. 2
5 max

VanDerWaal transition PH ma
X

VanDerWaal distribution H-0
.5 max

AA composition V max

polarizability transition N
H max

polarity distribution H-0.7
5 max

polarity distribution P-0.7
5 max

secondary structure distrib
ution P-0.25 max

VanDerWaal distribution N-0
.5 max

hydrophobicity distribution
~N-0.5 max

out degree mean

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

99.

04%

04%

04%

03%

03%

04%

04%

03%

02%

02%

02%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

1%

1%

1%

70%

70%

1%

1%

70%

69%

69%

69%




278

279

280

281

282

283

284

285

286

287

polarizability transition P
H max

solvent accessibility distr
ibution H-0. 25 max

solvent accessibility trans
ition HE max

VanDerWaal distribution P-0
. 75 max

AA composition M max

polarity distribution P-0.0
_mean

hydrophobicity distribution
~P-0.5 max

VanDerWaal transition NH ma
X

out local density 0.1 mean

VanDerWaal transition PN ma
X

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

68%

68%

68%

68%

68%

68%

68%

09%

09%

68%

99.

99.

99.

99.

99.

99.

99.

99.

98.

99.

01%

01%

01%

01%

01%

01%

00%

00%

99%

00%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

68%

68%

68%

68%

68%

68%

67%

66%

66%

67%




288

289

290

291

292

293

294

295

296

297

hydrophobicity distribution
~H-0.5 max

secondary structure transit
ion NH max

polarizability distribution
~N-0.5 max

hydrophobicity composition
P max

VanDerWaal distribution H-0
. 75 max

hydrophobicity transition P
N max

polarizability distribution
~P-0.0 max

VanDerWaal distribution N-0
. 25 max

polarity transition PH max

VanDerWaal distribution P-0
.5 max

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

68%

68%

68%

68%

68%

68%

68%

68%

68%

68%

99.

99.

99.

98.

98.

98.

98.

98.

98.

98.

00%

01%

00%

99%

98%

99%

99%

99%

98%

98%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

67%

68%

67%

66%

65%

66%

66%

66%

65%

65%




298

299

300

301

302

303

304

305

306

307

in local density 0.1 mean

hydrophobicity distribution
~N-0. 25 max

secondary structure distrib
ution N-0.25 max

secondary structure composi
tion P max

hydrophobicity distribution
~H-0. 25 max

polarity distribution H-0.0
_max

secondary structure distrib
ution P-0.5 max

secondary structure distrib
ution H-0.25 max

in degree mean

VanDerWaal composition H ma
X

65.

65.

65.

65.

65.

65.

65.

65.

65.

65.

68%

09%

09%

09%

09%

68%

68%

68%

68%

68%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98%

96%

96%

96%

96%

96%

97%

96%

97%

98%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

65%

63%

62%

63%

62%

63%

64%

64%

64%

65%




308

309

310

311

312

313

314

315

316

317

318

topological change 0.4 0.5

out out topological max

polarizability distribution
~H-0. 25 max

polarizability distribution
~P-0. 25 max

polarizability composition
P max

secondary structure distrib
ution P-0.75 max

polarity distribution H-0.5
_max

polarity distribution N-0.7
5 max

hydrophobicity distribution
~N-0. 0 max

VanDerWaal distribution N-0
. 75 max

in in topological max

65.

65.

65.

65.

65.

65.

65.

65.

65.

64.

. 09%

09%

68%

68%

68%

68%

68%

68%

68%

68%

50%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98%

98%

98%

97%

96%

98%

97%

97%

98%

98%

99%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

64%

64%

65%

64%

64%

65%

64%

64%

65%

65%

65%




319

320

321

322

323

324

325

326

327

328

329

hydrophobicity distribution
~P-0. 25 max

out local density 0 mean

polarizability distribution
~H-0.5 max

polarity composition H max

VanDerWaal composition P ma
X

polarity distribution N-0.5
_max

polarity distribution P-0.2
5 max

polarity distribution N-0.0
_max

hydrophobicity transition P
H max

hydrophobicity distribution
~N-0. 75 max

secondary structure distrib
ution N-0.0 max

64.

64.

64.

64.

64.

64.

64.

64.

64.

64.

64.

50%

50%

50%

50%

50%

50%

50%

50%

50%

50%

50%

98.

98.

98.

98.

98.

99.

99.

99.

99.

98.

98.

99%

99%

99%

99%

99%

00%

01%

01%

00%

99%

99%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

65%

65%

65%

65%

65%

66%

66%

66%

66%

65%

65%




330

331

332

333

334

335

336

337

338

339

340

341

polarizability distribution
~H-0. 75 max

in local density 0 mean

AA composition P max

polarity distribution P-0.5
_max

topological change 0.5 0.6

polarity distribution P-0.0
_max

hydrophobicity distribution
~H-0. 75 max

polarity distribution H-0. 2
5 max

weight edge variance (with m
issing edge)

hydrophobicity composition
N max

polarizability transition P
N max

in out topological max

64.

64.

64.

64.

64.

64.

64.

64.

64.

64.

64.

64.

50%

50%

50%

50%

50%

50%

50%

50%

50%

50%

50%

50%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98%

99%

98%

98%

96%

96%

97%

97%

96%

96%

96%

97%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

64%

65%

64%

64%

62%

62%

63%

63%

62%

62%

62%

63%




342

343

344

345

346

347

348

349

350

351

352

out local density 0.5 max

weight edge variance (withou
t missing edge)

hydrophobicity distribution
~H-0.0 max

in local density 0.5 max

polarity composition N max

polarizability distribution
~H-0.0 max

VanDerWaal distribution H-0
.0 max

out in topological max

second singular values

graph density

third singular values

64.

64.

63.

63.

63.

63.

63.

63.

63.

63.

63.

50%

50%

31%

31%

31%

31%

31%

31%

31%

31%

31%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

97%

96%

95%

96%

96%

97%

96%

96%

96%

96%

96%

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

98.

63%

62%

60%

61%

61%

62%

61%

61%

61%

61%

61%




