QikProp descriptors and ADME/T properties of 6MB, DrugBank compound, and two Leads
	S.No.
	Pharmacological property
	95% FDA approved drugs range
	6 MB
	Leucovorin
	Lead 1
	Lead 2

	1.
	#amine
	0-1
	0
	0
	1
	0

	2.
	#amidine
	0
	0
	0
	0
	0

	3.
	#amide
	0-1
	0
	0
	0
	0

	4.
	#rotor
	0-15
	7
	10
	14
	13

	5.
	#rtvFG
	0-2
	0
	0
	0
	0

	6.
	CNS
	-2to+2
	-2
	-2
	0
	-2

	7.
	mol_MW
	130-725
	442.451
	473.444
	592.61
	578.583

	8.
	dipole
	1.0-12.5
	13.27
	14.616
	8.484
	8.016

	9.
	SASA
	300-1000
	738.134
	756.259
	979.02
	939.808

	10.
	FOSA
	0-750
	194.441
	140.642
	173.21
	134.99

	11.
	PISA
	0-450
	201.289
	150.3317
	351.646
	349.41

	12.
	WPSA
	0-175
	1.327
	0
	0
	0

	13.
	Volume
	500-2000
	1287.478
	1353.323
	1761.5
	1695.258

	14.
	accptHB
	2-20
	13
	14.25
	16.25
	15.75

	15.
	dip^2/V
	0.0-0.13
	0.136776
	0.15784
	0.04086
	0.037904

	16.
	ACxDN^.5/SA
	0.0-0.05
	0.039382
	0.050736
	0.0476748
	0.048136

	17.
	glob
	0.75-0.95
	0.775371
	0.782399
	0.720491
	0.731616

	18.
	QPpolrz
	13-70
	42.796
	43.02
	58.71
	56.68

	19.
	QPlogPw
	4-45
	23.769
	28.175
	32.557
	32.184

	20.
	QPlogPo/w
	-2-6.5
	-0.509
	-0.752
	-1.587
	0.634

	21.
	QPlogS
	-6.5-0.5
	-4.193
	-3.619
	-4.879
	-5.162

	22.
	CIQPlogS
	-6.5-0.5
	-4.28
	-3.842
	-4.405
	-5.462

	23.
	QPlogHERG
	Concern below -5
	-6.127
	-2.155
	-4.84
	-3.926

	24.
	QPlogKp
	-8-10
	-6.424
	-8.605
	-9.369
	-7.434

	25.
	IP(eV)
	7.9-10.5
	8.817
	8.22
	7.689
	7.821

	26.
	EA(eV)
	-0.9-1.7
	1.236
	0.487
	0.161
	0.289

	27.
	QPlogKhsa
	-1.5-1.5
	-0.635
	-1.15
	-0.989
	-0.985

	28.
	SAfluorine
	0-100
	0
	0
	0
	0

	29.
	SAamideO
	0-35
	0
	0
	0
	0

	30.
	#NandO
	2-15
	12
	14
	15
	15

	31.
	RuleOfFive
	maximum is 4
	1
	2
	3
	3

	32.
	RuleOfThree
	maximum is 3
	1
	1
	2
	2

	33.
	#ringatoms
	number of atoms in rings
	21
	16
	22
	22

	34.
	#in34
	number of atoms in 3- or 4-membered rings
	0
	0
	0
	0

	35.
	#in56
	number of atoms in 5- or 6-membered rings
	21
	16
	22
	22

	36.
	#noncon
	number of ring atoms not able to form conjugated aromatic systems
	0
	2
	2
	2

	37.
	#nonHatm
	number of heavy atoms (non hydrogen atoms)
	31
	34
	43
	42

	38.
	Jm
	predicted maximum transdermal transport rate, Kp × MW × S (μg cm–2 hr–1). Kp and S are obtained from the aqueous solubility and skin permeability, QPlogKp and QPlogS. This property is only written to the output file: it is not used in any other calculations
	0
	0
	0
	0



Text represented in red colour was not within the range of 95% FDA approved drugs.

