	Supplementary Table 1. Molecular docking results

	Receptor-ligand
	mode
	affinity (kcal/mol)
	rmsd l.b.
	rmsd u.b.

	IGFBP3-17-AGG
	1
	-7.1
	0
	0

	
	2
	-7
	13.682
	17.831

	
	3
	-7
	38.98
	42.343

	
	4
	-6.9
	46.775
	50.156

	
	5
	-6.9
	2.255
	4.58

	
	6
	-6.6
	22.263
	26.304

	
	7
	-6.5
	4.261
	8.968

	
	8
	-6.5
	22.35
	26.699

	
	9
	-6.5
	12.619
	16.777

	
	10
	-6.5
	44.323
	47.569

	
	11
	-6.3
	38.494
	42.293

	
	12
	-6.2
	46.08
	49.356

	
	13
	-6.2
	21.209
	25.844

	
	14
	-6.1
	23.275
	26.955

	
	15
	-6
	44.854
	48.161

	
	16
	-6
	50.654
	53.654

	
	17
	-5.9
	31.271
	33.95

	
	18
	-5.8
	39.819
	43.657

	
	19
	-5.8
	24.012
	27.235

	
	20
	-5.7
	45.841
	49.27

	IGFBP3-Bleomycin (50 uM)
	1
	-7.1
	0
	0

	
	2
	-6.9
	38.586
	45.449

	
	3
	-6.8
	38.866
	45.327

	
	4
	-6.7
	37.54
	43.785

	
	5
	-6.6
	36.744
	41.178

	
	6
	-6.5
	38.904
	45.663

	
	7
	-6.4
	35.554
	39.558

	
	8
	-6.4
	39.19
	45.596

	
	9
	-6.4
	38.226
	44.606

	
	10
	-6.4
	11.285
	16.592

	
	11
	-6.3
	2.614
	6.416

	
	12
	-6.3
	35.465
	40.642

	
	13
	-6.3
	37.252
	42.866

	
	14
	-6.3
	2.33
	3.216

	
	15
	-6.2
	36.589
	42.274

	
	16
	-6.2
	37.621
	42.634

	
	17
	-6.2
	3.425
	6.265

	
	18
	-6.2
	34.979
	39.663

	
	19
	-6.2
	38.11
	45.742

	
	20
	-6.2
	37.397
	44.601

	IGFBP3-Docetaxel
	1
	-8.3
	0
	0

	
	2
	-7.8
	33.542
	37.795

	
	3
	-7.8
	3.685
	8.693

	
	4
	-7.8
	1.832
	3.181

	
	5
	-7.7
	33.248
	39.01

	
	6
	-7.7
	43.229
	47.248

	
	7
	-7.7
	43.454
	47.234

	
	8
	-7.7
	42.571
	47.464

	
	9
	-7.6
	1.882
	5.168

	
	10
	-7.5
	43.046
	46.36

	
	11
	-7.4
	42.466
	46.611

	
	12
	-7.4
	42.641
	46.718

	
	13
	-7.3
	3.323
	8.541

	
	14
	-7.3
	1.857
	3.302

	
	15
	-7.3
	20.633
	25.702

	
	16
	-7.3
	15.876
	22.98

	
	17
	-7.1
	4.863
	9.798

	
	18
	-7.1
	42.536
	46.681

	
	19
	-7.1
	3.396
	7.357

	
	20
	-7
	15.9
	22.853

	IGFBP3- TGX221
	1
	-6.8
	0
	0

	
	2
	-6.8
	38.938
	42.915

	
	3
	-6.5
	39.894
	43.839

	
	4
	-6.5
	31.491
	34.655

	
	5
	-6.4
	7.211
	11.575

	
	6
	-6.4
	2.182
	3.007

	
	7
	-6.2
	38.443
	41.82

	
	8
	-6.1
	6.452
	10.28

	
	9
	-6.1
	46.489
	49.365

	
	10
	-6.1
	45.13
	47.349

	
	11
	-6
	18.848
	22.82

	
	12
	-6
	35.66
	39.49

	
	13
	-5.9
	38.746
	41.399

	
	14
	-5.9
	16.676
	20.958

	
	15
	-5.9
	21.974
	23.875

	
	16
	-5.8
	10.02
	13.384

	
	17
	-5.8
	32.377
	35.445

	
	18
	-5.8
	36.542
	37.988

	
	19
	-5.8
	44.28
	47.418

	
	20
	-5.8
	44.026
	46.26

	IRF2-5-Fluorouracil
	1
	-4
	0
	0

	
	2
	-4
	15.707
	16.611

	
	3
	-4
	15.47
	15.867

	
	4
	-3.9
	2.789
	3.66

	
	5
	-3.8
	19.491
	20.375

	
	6
	-3.7
	14.986
	15.306

	
	7
	-3.7
	14.791
	15.222

	
	8
	-3.7
	14.788
	15.106

	
	9
	-3.6
	24.006
	24.75

	
	10
	-3.5
	2.84
	3.477

	
	11
	-3.5
	15.479
	16.349

	
	12
	-3.5
	2.273
	3.601

	
	13
	-3.5
	2.51
	3.077

	
	14
	-3.4
	14.352
	14.786

	
	15
	-3.4
	22.686
	23.177

	
	16
	-3.4
	24.122
	24.832

	
	17
	-3.3
	15.697
	16.543

	
	18
	-3.3
	21.724
	22.369

	
	19
	-3.3
	19.763
	20.709

	
	20
	-3.2
	23.126
	23.858

	IRF2-AT-7519
	1
	-5.7
	0
	0

	
	2
	-5.6
	20.151
	21.596

	
	3
	-5.6
	4.339
	8.475

	
	4
	-5.5
	19.415
	20.528

	
	5
	-5.5
	3.422
	7.756

	
	6
	-5.5
	1.123
	2.209

	
	7
	-5.4
	2.205
	6.646

	
	8
	-5.4
	23.567
	24.678

	
	9
	-5.4
	2.838
	5.017

	
	10
	-5.4
	1.921
	4.823

	
	11
	-5.4
	4.083
	7.655

	
	12
	-5.3
	14.629
	16.078

	
	13
	-5.2
	21.122
	24.162

	
	14
	-5.2
	20.859
	22.345

	
	15
	-5.2
	3.148
	7.44

	
	16
	-5.2
	4.316
	5.771

	
	17
	-5.1
	20.203
	21.012

	
	18
	-5.1
	20.851
	21.697

	
	19
	-5.1
	13.539
	16.379

	
	20
	-5
	21.251
	22.394

	IRF2-PIK-93
	1
	-5.6
	0
	0

	
	2
	-5.5
	2.888
	4.008

	
	3
	-5.5
	25.252
	26.279

	
	4
	-5.5
	5.758
	10.671

	
	5
	-5.3
	4.625
	8.915

	
	6
	-5.2
	5.097
	9.659

	
	7
	-5.2
	20.755
	21.957

	
	8
	-5.1
	4.496
	6.373

	
	9
	-5.1
	3.914
	8.001

	
	10
	-5.1
	4.2
	9.151

	
	11
	-5.1
	20.6
	21.587

	
	12
	-5
	21.425
	24.226

	
	13
	-5
	16.962
	18.946

	
	14
	-5
	20.165
	22.123

	
	15
	-4.9
	23.057
	25.263

	
	16
	-4.9
	20.648
	21.923

	
	17
	-4.8
	6.002
	10.948

	
	18
	-4.8
	22.473
	25.147

	
	19
	-4.8
	22.116
	23.129

	
	20
	-4.8
	18.644
	20.424

	IRF2-SNX-2112
	1
	-7.4
	0
	0

	
	2
	-6.6
	20.158
	21.614

	
	3
	-6.4
	3.444
	8.063

	
	4
	-6.4
	1.709
	2.289

	
	5
	-6.4
	2.484
	3.413

	
	6
	-6.4
	2.891
	4.54

	
	7
	-6.4
	23.932
	26.274

	
	8
	-6.3
	3.793
	6.639

	
	9
	-6.2
	15.025
	18.968

	
	10
	-6.2
	22.643
	24.348

	
	11
	-6
	19.869
	22.304

	
	12
	-6
	15.356
	19.179

	
	13
	-5.9
	13.117
	15.269

	
	14
	-5.9
	24.007
	26.328

	
	15
	-5.9
	18.826
	20.606

	
	16
	-5.9
	20.628
	23.106

	
	17
	-5.8
	19.244
	22.827

	
	18
	-5.8
	19.54
	21.499

	
	19
	-5.8
	20.072
	21.695

	
	20
	-5.7
	22.318
	24.261

	IRF7-5-Fluorouracil
	1
	-5.8
	0
	0

	
	2
	-5.8
	30.88
	31.833

	
	3
	-5.6
	32.632
	33.352

	
	4
	-5.6
	1.521
	2.909

	
	5
	-5.6
	8.296
	9.079

	
	6
	-5.4
	16.12
	16.743

	
	7
	-5.4
	22.543
	23.635

	
	8
	-5.4
	7.588
	8.338

	
	9
	-5.4
	2.262
	3.28

	
	10
	-5.4
	21.165
	21.944

	
	11
	-5.3
	11.9
	12.323

	
	12
	-5.3
	26.303
	27.409

	
	13
	-5.2
	8.233
	9.045

	
	14
	-5.1
	19.469
	20.707

	
	15
	-5.1
	2.462
	3.227

	
	16
	-5
	19.784
	20.721

	
	17
	-5
	6.451
	7.067

	
	18
	-4.9
	8.859
	9.781

	
	19
	-4.8
	11.17
	11.466

	
	20
	-4.7
	42.13
	42.602

	IRF7-AT-7519
	1
	-7.8
	0
	0

	
	2
	-7.8
	3.242
	6.769

	
	3
	-7.6
	59.524
	61.2

	
	4
	-7.6
	16.607
	19.098

	
	5
	-7.5
	28.678
	31.357

	
	6
	-7.5
	29.516
	31.431

	
	7
	-7.4
	15.926
	18.821

	
	8
	-7.4
	4.311
	6.644

	
	9
	-7.3
	25.925
	28.028

	
	10
	-7.3
	9.055
	12.125

	
	11
	-7.3
	12.165
	13.814

	
	12
	-7.3
	59.267
	60.645

	
	13
	-7.2
	28.503
	31.283

	
	14
	-7
	25.893
	28.75

	
	15
	-6.9
	15.818
	17.324

	
	16
	-6.8
	24.527
	27.515

	
	17
	-6.6
	69.369
	71.366

	
	18
	-6.6
	19.112
	22.254

	
	19
	-6.5
	2.139
	2.461

	
	20
	-6.5
	21.22
	23.499

	IRF7-SNX-2112
	1
	-9.4
	0
	0

	
	2
	-9.1
	14.576
	16.542

	
	3
	-8.9
	5.874
	9.344

	
	4
	-8.9
	8.955
	11.167

	
	5
	-8.8
	4.676
	8.205

	
	6
	-8.6
	14.146
	15.649

	
	7
	-8.6
	37.729
	41.54

	
	8
	-8.5
	16.986
	20.625

	
	9
	-8.5
	6.983
	9.688

	
	10
	-8.5
	9.647
	12.554

	
	11
	-8.5
	32.228
	35.11

	
	12
	-8.4
	24.118
	27.383

	
	13
	-8.1
	30.689
	33.507

	
	14
	-8
	40.193
	44.298

	
	15
	-8
	26.783
	30.042

	
	16
	-7.9
	22.865
	25.901

	
	17
	-7.8
	26.381
	29.762

	
	18
	-7.8
	25.325
	29.032

	
	19
	-7.6
	26.067
	29.618

	
	20
	-7.5
	36.869
	40.961

	RELA-17-AAG
	1
	-7
	0
	0

	
	2
	-6.8
	3.047
	6.858

	
	3
	-6
	2.876
	3.795

	
	4
	-5.9
	2.514
	6.407

	
	5
	-5.8
	3.84
	7.229

	
	6
	-5.7
	21.242
	26.706

	
	7
	-5.7
	12.509
	17.774

	
	8
	-5.7
	14.935
	17.79

	
	9
	-5.7
	15.756
	20.496

	
	10
	-5.7
	2.789
	6.351

	
	11
	-5.6
	17.917
	21.96

	
	12
	-5.4
	13.638
	18.109

	
	13
	-5.3
	15.687
	19.723

	
	14
	-5.2
	32.072
	36.224

	
	15
	-5.2
	16.963
	20.506

	
	16
	-5.1
	31.78
	35.24

	
	17
	-5.1
	14.76
	18.043

	
	18
	-5.1
	32.072
	35.868

	
	19
	-5
	3.343
	8.089

	
	20
	-5
	21.325
	25.246

	RELA-Bleomycin (50 uM)
	1
	-6.8
	0
	0

	
	2
	-6.6
	5.363
	18.422

	
	3
	-6.3
	6.453
	19.361

	
	4
	-6.2
	6.625
	11.392

	
	5
	-6.2
	5.57
	18.94

	
	6
	-6.2
	2.821
	6.769

	
	7
	-6.2
	11.807
	19.719

	
	8
	-6.2
	12.093
	19.442

	
	9
	-6.1
	3.063
	6.972

	
	10
	-6.1
	5.066
	12.137

	
	11
	-6
	6.151
	12.442

	
	12
	-6
	3.54
	7.187

	
	13
	-6
	5.399
	9.808

	
	14
	-6
	6.554
	20.06

	
	15
	-5.9
	7.395
	19.583

	
	16
	-5.9
	6.362
	12.649

	
	17
	-5.9
	11.792
	19.631

	
	18
	-5.8
	11.841
	19.688

	
	19
	-5.8
	6.428
	20.23

	
	20
	-5.6
	10.407
	23.445

	RELA-Docetaxel
	1
	-8.2
	0
	0

	
	2
	-8.1
	1.527
	5.06

	
	3
	-7.8
	1.655
	5.009

	
	4
	-7.6
	1.747
	4.747

	
	5
	-7.6
	2.681
	8.199

	
	6
	-7.5
	2.254
	4.071

	
	7
	-7.5
	1.959
	3.123

	
	8
	-7.4
	2.166
	3.488

	
	9
	-7.4
	7.601
	15.28

	
	10
	-7.4
	2.921
	8.353

	
	11
	-7.4
	10.612
	17.471

	
	12
	-7.3
	2.371
	5.235

	
	13
	-7.1
	3.092
	9.248

	
	14
	-6.9
	7.911
	16.402

	
	15
	-6.8
	3.124
	6.56

	
	16
	-6.7
	2.003
	3.492

	
	17
	-6.7
	3.396
	7.994

	
	18
	-6.7
	8.767
	16.228

	
	19
	-6.6
	2.383
	4.613

	
	20
	-6.6
	2.389
	4.021

	VEGFA-17-AAG
	1
	-6.5
	0
	0

	
	2
	-6.4
	2.487
	8.023

	
	3
	-5.9
	5.133
	9.969

	
	4
	-5.9
	17.901
	21.709

	
	5
	-5.8
	4.676
	7.237

	
	6
	-5.7
	6.883
	10.007

	
	7
	-5.7
	4.915
	9.432

	
	8
	-5.5
	17.78
	20.608

	
	9
	-5.5
	17.927
	20.528

	
	10
	-5.4
	17.382
	20.008

	
	11
	-5.4
	14.743
	17.819

	
	12
	-5.3
	3.95
	9.282

	
	13
	-5.2
	18.022
	21.532

	
	14
	-4.9
	16.631
	19.206

	
	15
	-4.9
	18.986
	21.988

	
	16
	-4.9
	17.152
	20.19

	
	17
	-4.8
	10.469
	15.976

	
	18
	-4.8
	18.832
	23.466

	
	19
	-4.7
	13.488
	18.176

	
	20
	-4.6
	18.277
	23.581

	VEGFA-Docetaxel
	1
	-7.1
	0
	0

	
	2
	-7.1
	12.887
	16.859

	
	3
	-7
	12.167
	16.252

	
	4
	-7
	7.047
	11.289

	
	5
	-6.9
	6.325
	12.185

	
	6
	-6.8
	6.753
	11.144

	
	7
	-6.8
	11.337
	15.467

	
	8
	-6.7
	12.106
	16.729

	
	9
	-6.7
	13.999
	17.89

	
	10
	-6.7
	2.138
	3.742

	
	11
	-6.6
	6.805
	11.747

	
	12
	-6.6
	3.343
	6.362

	
	13
	-6.6
	3.286
	6.789

	
	14
	-6.6
	5.403
	9.75

	
	15
	-6.6
	2.967
	9.262

	
	16
	-6.6
	7.529
	11.689

	
	17
	-6.2
	10.375
	14.673

	
	18
	-6.2
	6.718
	11.255

	
	19
	-6.2
	3.173
	6.737

	
	20
	-6.2
	13.18
	18.339

	VEGFA-TGX221
	1
	-6.8
	0
	0

	
	2
	-6.7
	5.318
	8.713

	
	3
	-6.3
	32.893
	34.331

	
	4
	-6.3
	32.492
	33.706

	
	5
	-6.3
	13.652
	15.187

	
	6
	-6.2
	16.703
	18.472

	
	7
	-6
	22.022
	24.092

	
	8
	-6
	33.997
	35.651

	
	9
	-5.7
	29.387
	32.341

	
	10
	-5.7
	33.162
	34.542

	
	11
	-5.7
	33.102
	34.513

	
	12
	-5.7
	33.325
	34.887

	
	13
	-5.7
	14.143
	16.031

	
	14
	-5.6
	27.783
	31.442

	
	15
	-5.6
	34.309
	35.91

	
	16
	-5.6
	27.267
	30.104

	
	17
	-5.6
	22.196
	24.517

	
	18
	-5.4
	3.091
	7.449

	
	19
	-5.3
	13.84
	15.12

	
	20
	-5.3
	3.271
	5.84



