Table 1S. The normalized values of 2D descriptors for the compounds of training and test sets, used for QSAR models 1-3 construction and their external validation 

	Compound ID
	MATS4m
	MATS4e
	GATS7m

	1
	0.9880
	0.8980
	0.6650

	2
	0.6000
	1.0000
	0.5096

	4
	0.5900
	0.8669
	0.5417

	5
	0.6000
	0.8670
	0.5420

	6
	0.0000
	0.5900
	0.6440

	7
	0.6470
	0.8670
	0.8180

	8
	0.5882
	0.7713
	0.4592

	9
	0.0470
	0.5120
	0.9030

	10
	0.3770
	0.2590
	0.9890

	11
	0.1770
	0.3210
	0.9580

	12
	0.1060
	0.1230
	0.9400

	13
	0.0820
	0.0580
	0.9770

	14
	0.4235
	0.3003
	0.9553

	15
	0.2350
	0.1600
	0.9690

	16
	0.3412
	0.4539
	0.9808

	17
	0.3765
	0.3106
	1.0000

	18
	0.5060
	0.3750
	0.9840

	19
	0.1770
	0.2360
	0.7970

	20
	0.3060
	0.4850
	0.4940

	21
	0.0470
	0.0960
	0.7390

	22
	0.0590
	0.0790
	0.7420

	23
	1.0000
	0.2867
	0.5562

	24
	1.5800
	0.2080
	0.7490

	25
	1.6230
	0.3930
	0.6920

	26
	0.0706
	0.3788
	0.5281

	27
	0.5060
	0.4470
	0.7700

	28
	0.2240
	0.2050
	0.7530

	29
	0.4710
	0.2940
	0.3020

	30
	0.2820
	0.2800
	0.7530

	31
	0.0350
	0.0000
	0.7420

	32
	0.4940
	0.4640
	0.4690

	33
	0.3060
	0.4100
	0.7010

	34
	0.3770
	0.4540
	0.7700

	35
	0.3769
	0.5120
	0.3340

	36
	0.3647
	0.7304
	0.2163

	37
	0.4240
	0.7200
	0.2080













[bookmark: _Hlk157094288]Table 2S. Values of anti-excudative activity predicted with the models 1-3, the prediction errors and the prediction error standard deviations for the training set compounds  

	Compo-und ID
	Model 1
	Model 2
	Model 3

	
	Predicted end-points, log %
	Errors in predic-tion (residual)
	St. devia-tions of residuals
	Predicted end-points, log %
	Errors in predic-tion (residual)
	St. devia-tions of residuals
	Predicted end-points, log %
	Errors in predic-tion (residual)
	St.devia-tions of residuals

	1
	1.639
	0.117
	2.186
	1.704
	0.052
	1.168
	1.727
	0.029
	0.637

	5
	1.682
	-0.028
	-0.530
	1.734
	-0.081
	-1.801
	1.713
	-0.060
	-1.308

	6
	1.646
	0.026
	0.482
	1.669
	0.003
	0.069
	1.603
	0.069
	1.519

	7
	1.587
	0.112
	2.096
	1.657
	0.042
	0.933
	1.636
	0.063
	1.377

	8
	1.558
	-0.002
	-0.030
	1.587
	-0.031
	-0.681
	1.532
	0.025
	0.541

	10
	1.528
	0.016
	0.294
	1.530
	0.014
	0.322
	1.549
	-0.005
	-0.113

	11
	1.539
	-0.092
	-1.721
	1.546
	-0.099
	-2.215
	1.532
	-0.085
	-1.868

	12
	1.545
	-0.054
	-1.011
	1.525
	-0.034
	-0.761
	1.528
	-0.037
	-0.814

	113
	1.532
	-0.014
	-0.261
	1.506
	0.012
	0.269
	1.514
	0.004
	0.098

	15
	1.535
	-0.030
	-0.565
	1.522
	-0.017
	-0.382
	1.537
	-0.032
	-0.692

	18
	1.530
	0.061
	1.139
	1.546
	0.045
	0.996
	1.568
	0.023
	0.508

	19
	1.594
	0.049
	0.927
	1.580
	0.064
	1.421
	1.580
	0.063
	1.386

	20
	1.698
	-0.096
	-1.794
	1.697
	-0.095
	-2.117
	1.688
	-0.086
	-1.894

	21
	1.614
	0.009
	0.173
	1.578
	0.046
	1.017
	1.581
	0.042
	0.931

	22
	1.613
	-0.022
	-0.407
	1.574
	0.017
	0.371
	1.581
	0.01
	0.214

	24
	1.611
	-0.031
	-0.577
	1.590
	-0.010
	-0.221
	1.596
	-0.017
	-0.365

	25
	1.630
	-0.007
	-0.127
	1.630
	-0.006
	-0.145
	1.617
	0.007
	0.147

	27
	1.603
	-0.012
	-0.231
	1.615
	-0.024
	-0.54
	1.632
	-0.041
	-0.898

	28
	1.609
	-0.041
	-0.765
	1.588
	-0.020
	-0.442
	1.600
	-0.032
	-0.692

	29
	1.764
	-0.023
	-0.437
	1.725
	0.015
	0.336
	1.768
	-0.027
	-0.601

	30
	1.609
	0.004
	0.070
	1.598
	0.015
	0.333
	1.607
	0.005
	0.117

	31
	1.613
	-0.057
	-1.064
	1.564
	-0.008
	-0.180
	1.578
	-0.022
	-0.487

	32
	1.706
	-0.007
	-0.137
	1.701
	-0.002
	-0.047
	1.721
	-0.022
	-0.474

	33
	1.627
	0.045
	0.847
	1.629
	0.043
	0.952
	1.626
	0.046
	1.007

	34
	1.603
	0.050
	0.933
	1.616
	0.037
	0.827
	1.615
	0.038
	0.841

	35
	1.753
	-0.028
	-0.533
	1.745
	-0.021
	-0.465
	1.746
	-0.021
	-0.471

	37
	1.796
	0.056
	1.041
	1.807
	0.044
	0.979
	1.790
	0.062
	1.355




