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TABLE S1 Calculated values of molecular descriptors
	Investigated compounds
	MW
	Sv
	Se
	Sp
	Si
	nAT
	nBT
	RBN
	nH

	I.1
	244.32
	21.160
	34.043
	22.250
	38.322
	34
	36
	2
	16

	I.2
	258.35
	22.687
	36.927
	24.012
	41.737
	37
	39
	2
	18

	I.3
	274.35
	23.402
	38.254
	24.466
	42.946
	38
	40
	3
	18

	I.4
	278.76
	21.988
	34.367
	23.108
	38.266
	34
	36
	2
	15

	I.5
	323.21
	22.185
	34.273
	23.603
	38.163
	34
	36
	2
	15

	I.6
	269.33
	22.655
	35.262
	23.495
	39.405
	35
	37
	2
	15

	I.7
	289.32
	23.084
	36.916
	23.404
	40.824
	36
	38
	3
	15

	II.1
	258.35
	22.687
	36.927
	24.012
	41.737
	37
	39
	2
	18

	II.2
	272.38
	24.214
	39.811
	25.773
	45.152
	40
	42
	2
	20

	II.3
	288.38
	24.928
	41.138
	26.228
	46.362
	41
	43
	3
	20

	II.4
	292.79
	23.514
	37.251
	24.870
	41.681
	37
	39
	2
	17

	II.5
	337.24
	23.712
	37.156
	25.364
	41.579
	37
	39
	2
	17

	II.6
	283.36
	24.181
	38.145
	25.256
	42.820
	38
	40
	2
	17

	II.7
	303.35
	24.611
	39.800
	25.165
	44.239
	39
	41
	3
	17

	III.1
	272.38
	24.214
	39.811
	25.773
	45.152
	40
	42
	2
	20

	III.2
	286.41
	25.740
	42.694
	27.534
	48.567
	43
	45
	2
	22

	III.3
	302.41
	26.455
	44.022
	27.989
	49.777
	44
	46
	3
	22

	III.4
	306.82
	25.041
	40.134
	26.631
	45.096
	40
	42
	2
	19

	III.5
	351.27
	25.239
	40.040
	27.125
	44.994
	40
	42
	2
	19

	III.6
	297.39
	25.708
	41.029
	27.017
	46.235
	41
	43
	2
	19

	III.7
	317.38
	26.138
	42.683
	26.926
	47.654
	42
	44
	3
	19



TABLE S1 Continuation
	Investigated compounds
	nC
	nN
	nO
	nCl
	nHet
	nX
	ARR
	nHAcc
	nHDon

	I.1
	14
	2
	2
	0
	4
	0
	0.300
	4
	1

	I.2
	15
	2
	2
	0
	4
	0
	0.286
	4
	1

	I.3
	15
	2
	3
	0
	5
	0
	0.273
	5
	1

	I.4
	14
	2
	2
	1
	5
	1
	0.286
	4
	1

	I.5
	14
	2
	2
	0
	5
	1
	0.286
	4
	1

	I.6
	15
	3
	2
	0
	5
	0
	0.273
	5
	1

	I.7
	14
	3
	4
	0
	7
	0
	0.261
	6
	1

	II.1
	15
	2
	2
	0
	4
	0
	0.286
	4
	1

	II.2
	16
	2
	2
	0
	4
	0
	0.273
	4
	1

	II.3
	16
	2
	3
	0
	5
	0
	0.261
	5
	1

	II.4
	15
	2
	2
	1
	5
	1
	0.273
	4
	1

	II.5
	15
	2
	2
	0
	5
	1
	0.273
	4
	1

	II.6
	16
	3
	2
	0
	5
	0
	0.261
	5
	1

	II.7
	15
	3
	4
	0
	7
	0
	0.250
	6
	1

	III.1
	16
	2
	2
	0
	4
	0
	0.273
	4
	1

	III.2
	17
	2
	2
	0
	4
	0
	0.261
	4
	1

	III.3
	17
	2
	3
	0
	5
	0
	0.250
	5
	1

	III.4
	16
	2
	2
	1
	5
	1
	0.261
	4
	1

	III.5
	16
	2
	2
	0
	5
	1
	0.261
	4
	1

	III.6
	17
	3
	2
	0
	5
	0
	0.250
	5
	1

	III.7
	16
	3
	4
	0
	7
	0
	0.240
	6
	1




TABLE S1 Continuation
	Investigated compounds
	Hy
	AMR
	TPSA(NO)
	TPSA(Tot)
	MLOGP
	MLOGP2

	I.1
	-0.280
	67.008
	49.410
	49.410
	1.778
	3.163

	I.2
	-0.301
	72.049
	49.410
	49.410
	2.035
	4.14

	I.3
	-0.271
	73.471
	58.640
	58.640
	1.515
	2.295

	I.4
	-0.249
	71.812
	49.410
	49.410
	2.303
	5.302

	I.5
	-0.249
	74.630
	49.410
	49.410
	2.428
	5.896

	I.6
	-0.271
	72.745
	73.200
	73.200
	1.432
	2.052

	I.7
	-0.197
	74.332
	95.230
	95.230
	1.826
	3.333

	II.1
	-0.301
	71.609
	49.410
	49.410
	2.035
	4.14

	II.2
	-0.320
	76.650
	49.410
	49.410
	2.284
	5.217

	II.3
	-0.291
	78.072
	58.640
	58.640
	1.764
	3.113

	II.4
	-0.271
	76.413
	49.410
	49.410
	2.552
	6.513

	II.5
	-0.271
	79.231
	49.410
	49.410
	2.674
	7.152

	II.6
	-0.291
	77.346
	73.200
	73.200
	1.682
	2.829

	II.7
	-0.220
	78.933
	95.230
	95.230
	2.082
	4.334

	III.1
	-0.320
	76.210
	49.410
	49.410
	2.284
	5.217

	III.2
	-0.338
	81.251
	49.410
	49.410
	2.527
	6.387

	III.3
	-0.310
	82.673
	58.640
	58.640
	2.008
	4.03

	III.4
	-0.291
	81.014
	49.410
	49.410
	2.795
	7.813

	III.5
	-0.291
	83.832
	49.410
	49.410
	2.915
	8.495

	III.6
	-0.310
	81.947
	73.200
	73.200
	1.925
	3.706

	III.7
	-0.241
	83.534
	95.230
	95.230
	2.331
	5.435




TABLE S1 Continuation
	Investigated compounds
	ALOGP
	ALOGP2
	Vx
	ClogP
	logPCrippen
	logPViswand
	logPBroto

	I.1
	2.101
	4.414
	308.538
	2.135
	1.800
	1.800
	2.350

	I.2
	2.587
	6.693
	331.944
	2.634
	2.280
	2.310
	2.760

	I.3
	2.085
	4.345
	341.694
	2.054
	1.670
	1.590
	2.480

	I.4
	2.765
	7.647
	328.87
	2.848
	2.360
	2.360
	2.970

	I.5
	2.849
	8.119
	337.608
	2.998
	2.630
	2.640
	3.240

	I.6
	1.980
	3.92
	334.236
	1.568
	1.830
	1.880
	1.850

	I.7
	1.995
	3.981
	337.475
	1.878
	-
	-
	2.310

	II.1
	2.557
	6.539
	331.944
	2.694
	2.220
	2.240
	2.800

	II.2
	3.043
	9.262
	355.349
	3.193
	2.700
	2.710
	3.220

	II.3
	2.541
	6.455
	365.100
	2.613
	2.090
	1.990
	2.930

	II.4
	3.222
	10.378
	352.276
	3.407
	2.770
	2.760
	3.420

	II.5
	3.306
	10.926
	361.013
	3.557
	3.040
	3.030
	3.690

	II.6
	2.436
	5.934
	357.641
	2.127
	2.250
	2.280
	2.310

	II.7
	2.452
	6.01
	360.88
	2.437
	-
	-
	2.760

	III.1
	3.013
	9.08
	355.349
	3.253
	2.630
	2.640
	3.260

	III.2
	3.500
	12.247
	378.754
	3.752
	3.120
	3.110
	3.670

	III.3
	2.997
	8.981
	388.505
	3.172
	2.510
	2.390
	3.390

	III.4
	3.678
	13.525
	375.681
	3.966
	3.190
	3.160
	3.880

	III.5
	3.762
	14.15
	384.419
	4.116
	3.460
	3.430
	4.150

	III.6
	2.892
	8.365
	381.047
	2.686
	2.670
	2.680
	2.770

	III.7
	2.908
	8.455
	384.286
	2.996
	-
	-
	3.220




TABLE S1 Continuation
	Investigated compounds
	miLogP
	logP
	logS
	logD
	VvdwMG
	VvdwZaZ
	PDI
	RBF

	I.1
	2.040
	2.051
	-3.202
	2.064
	129.827
	229.160
	0.965
	0.056

	I.2
	2.490
	2.360
	-3.380
	2.178
	139.419
	246.460
	0.96
	0.051

	I.3
	2.100
	2.060
	-3.111
	0.502
	143.416
	255.250
	0.947
	0.075

	I.4
	2.720
	2.705
	-3.807
	2.261
	138.16
	244.370
	0.964
	0.056

	I.5
	2.850
	2.814
	-4.171
	2.385
	141.741
	248.440
	0.971
	0.056

	I.6
	1.800
	1.923
	-3.428
	1.928
	140.359
	252.180
	0.957
	0.054

	I.7
	2.000
	1.959
	-3.728
	1.809
	141.687
	255.100
	0.943
	0.079

	II.1
	2.550
	2.441
	-3.373
	2.238
	139.419
	246.460
	0.96
	0.051

	II.2
	3.000
	2.750
	-3.824
	2.348
	149.012
	263.760
	0.955
	0.048

	II.3
	2.610
	2.450
	-3.279
	0.686
	153.008
	272.550
	0.943
	0.07

	II.4
	3.230
	3.095
	-4.122
	2.681
	147.752
	261.670
	0.959
	0.051

	II.5
	3.360
	3.204
	-4.396
	2.750
	151.333
	265.740
	0.966
	0.051

	II.6
	2.310
	2.313
	-3.575
	2.036
	149.951
	269.480
	0.953
	0.05

	II.7
	2.510
	2.349
	-3.874
	1.948
	151.279
	272.400
	0.94
	0.073

	III.1
	3.060
	2.831
	-3.918
	2.440
	149.012
	263.760
	0.955
	0.048

	III.2
	3.500
	3.140
	-4.055
	2.798
	158.604
	281.060
	0.952
	0.044

	III.3
	3.110
	2.840
	-3.721
	0.737
	162.600
	289.850
	0.94
	0.065

	III.4
	3.730
	3.485
	-4.400
	2.752
	157.345
	278.970
	0.955
	0.048

	III.5
	3.860
	3.594
	-4.809
	2.829
	160.926
	283.040
	0.962
	0.048

	III.6
	2.810
	2.703
	-3.793
	2.211
	159.544
	286.780
	0.949
	0.047

	III.7
	3.010
	2.740
	-4.020
	2.136
	160.871
	289.700
	0.938
	0.068




TABLE S1 Continuation
	Investigated compounds
	ECC
	DBI
	SAtot
	SAacc
	Uc
	Ui
	Pol
	IAC
	ISIZ

	I.1
	129
	2.449
	319.783
	71.425
	3.170
	2.585
	27
	51.671
	172.974

	I.2
	150
	2.55
	345.859
	71.425
	3.170
	2.585
	29
	55.088
	192.750

	I.3
	173
	2.739
	360.975
	82.425
	3.170
	2.585
	31
	59.004
	199.421

	I.4
	150
	2.55
	341.184
	71.425
	3.170
	2.585
	29
	57.067
	172.974

	I.5
	150
	2.55
	347.544
	71.425
	3.170
	2.585
	29
	57.067
	172.974

	I.6
	173
	2.739
	349.382
	102.484
	3.322
	3.000
	31
	55.563
	179.525

	I.7
	184
	3.082
	357.709
	122.172
	3.459
	3.000
	33
	61.456
	186.117

	II.1
	146
	2.449
	345.859
	71.425
	3.170
	2.585
	30
	55.088
	192.750

	II.2
	169
	2.55
	371.936
	71.425
	3.170
	2.585
	32
	58.439
	212.877

	II.3
	193
	2.739
	387.052
	82.425
	3.170
	2.585
	34
	62.466
	219.660

	II.4
	169
	2.55
	367.261
	71.425
	3.170
	2.585
	32
	60.660
	192.750

	II.5
	169
	2.55
	373.621
	71.425
	3.170
	2.585
	32
	60.660
	192.750

	II.6
	193
	2.739
	375.459
	102.484
	3.322
	3.000
	34
	59.179
	199.421

	II.7
	205
	3.082
	383.786
	122.172
	3.459
	3.000
	36
	65.286
	206.131

	III.1
	156
	2.449
	371.936
	71.425
	3.170
	2.585
	34
	58.439
	212.877

	III.2
	180
	2.55
	398.013
	71.425
	3.170
	2.585
	36
	61.735
	233.329

	III.3
	205
	2.739
	413.128
	82.425
	3.170
	2.585
	38
	65.866
	240.215

	III.4
	180
	2.55
	393.338
	71.425
	3.170
	2.585
	36
	64.167
	212.877

	III.5
	180
	2.55
	399.698
	71.425
	3.170
	2.585
	36
	64.167
	212.877

	III.6
	205
	2.739
	401.535
	102.484
	3.322
	3.000
	38
	62.707
	219.660

	III.7
	217
	3.082
	409.862
	122.172
	3.459
	3.000
	40
	69.012
	226.477




Graphs of influence of the size of the cycloalkyl group and the substituent R on the values of RM0


FIGURE S1 The impact of the size of cycloalkyl group and the substituent R on RM0 values in mobile phase n-propanol-water


FIGURE S2 The impact of the size of cycloalkyl group and the substituent R on RM0 values in mobile phase i-propanol-water


FIGURE S3 The impact of the size of cycloalkyl group and the substituent R on RM0 values in mobile phase t-butanol-water
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