Table 4: ADME data of the selected cyclizine derivatives
	[bookmark: _Hlk130249186]COMPOUND
	CNS
	SASA
	donorHB
	accptHB
	QPpolrz
	QPlogPo/w
	QPlogS
	QPlogHERG
	QPPCaco
	QPlogBB
	QPPMDCK
	QPlogKp
	Human Oral Absorption
	Percent Human Oral Absorption
	PSA
	Rule Of Five
	Rule Of Three

	Standard values
	-2 inactive, 2 active
	300-1000
	0-6
	2-20
	13.0-70.0
	-2.0-7.0
	-6.5-0.5
	Concern below 5
	<25- poor, >500- great
	-3.0-1.2
	<25- poor, >500-  great
	-8.0-1.0
	-1.5-1.5
	>80% is high
<25% is poor
	7-200
	Maximum 4
	Maximum 3

	Cetirizine-N-oxide
	0
	685.2
	1.0
	8.7
	41.027
	1.197
	-1.968
	-4.832
	33.318
	-0.696
	43.404
	-4.276
	2
	61.208
	81.351
	0
	0

	Belarizine
	1
	673.112
	1.0
	4.75
	42.82
	3.961
	-3.374
	-8.213
	168.505
	0.403
	88.342
	-4.512
	3
	89.989
	32.604
	0
	1

	efletirizine
	1
	643.169
	1.0
	7.7
	37.958
	1.034
	-2.5
	-5.074
	22.286
	0.255
	41.131
	-5.617
	2
	57.128
	67.894
	0
	1

	Meclizine
	2
	724.464
	0.0
	4.0
	46.747
	5.537
	-4.91
	-8.262
	586.89
	1.211
	838.385
	-3.741
	3
	95.96
	8.565
	1
	0

	medibazine
	2
	673.277
	0.0
	5.5
	44.166
	4.095
	-2.843
	-7.989
	579.247
	1.031
	335.578
	-3.62
	3
	100
	28.404
	0
	0

	etodroxizine
	1
	679.979
	1.0
	9.1
	40.121
	2.745
	-1.194
	-6.952
	223.661
	0.373
	295.96
	-4.344
	3
	85.071
	46.158
	0
	1

	Tert-butyl cetirizine
	2
	766.447
	0.0
	7.7
	48.211
	4.163
	-3.118
	-7.517
	241.292
	0.55
	321.302
	-4.579
	3
	93.964
	50.319
	0
	0

	lifarizine
	2
	813.532
	1.0
	5.5
	54.884
	5.709
	-5.775
	-8.871
	391.237
	0.829
	219.576
	-3.875
	3
	93.815
	35.222
	1
	2

	levocetirizine
	1
	675.796
	1.0
	7.7
	40.241
	1.198
	-2.964
	-5.521
	17.004
	0.039
	23.234
	-5.732
	2
	55.986
	67.667
	0
	1

	Cetirizine amide
	1
	703.906
	2.0
	8.2
	41.238
	1.618
	-1.174
	-6.316
	17.82
	-0.257
	47.247
	-6.145
	2
	58.81
	73.16
	0
	2

	Levocetirizine methyl ester
	1
	717.239
	0.0
	7.7
	42.808
	3.017
	-2.347
	-7.63
	146.209
	0.361
	186.343
	-5.091
	3
	83.359
	57.787
	0
	0

	cetirizine
	1
	676.554
	1.0
	7.7
	39.809
	1.127
	-2.977
	-5.555
	16.798
	0.021
	22.921
	-5.774
	2
	55.472
	66.389
	0
	1

	Levocetirizine ethyl ester
	1
	709.893
	0.0
	7.7
	42.894
	3.207
	-2.044
	-7.357
	182.751
	0.431
	236.917
	-4.816
	3
	86.206
	52.246
	0
	0

	Cetirizine ethyl ester
	1
	749.068
	0.0
	7.7
	44.706
	3.451
	-2.788
	-7.773
	155.099
	0.315
	199.176
	-4.946
	3
	86.358
	56.369
	0
	0

	cinnarizine
	2
	729.231
	0.0
	4.0
	47.312
	5.383
	-4.526
	-8.978
	537.736
	0.932
	309.661
	-3.258
	3
	94.378
	11.015
	1
	0

	Cetirizine methyl ester
	1
	728.84
	0.0
	7.7
	43.386
	3.149
	-2.568
	-7.776
	165.61
	0.41
	213.801
	-4.966
	3
	85.103
	54.99
	0
	0





