Appendix

Appendix 1 : ADMET Simulation Results of Ligands Using QikProp in Schrödinger-2019-4

	Entry Name
	PZQ
	P96
	Licochalcone
	Licarin
	Harmonine

	#stars: Drug-likeness. Accepted Range: 0.
	0
	0
	0
	0
	2

	#amine: Count of primary amines.
	0
	0
	0
	0
	2

	#amidine: Count of amidines.
	0
	0
	0
	0
	0

	#acid: Count of carboxylic acids.
	0
	0
	0
	0
	0

	#amide: Count of amides.
	2
	2
	0
	0
	0

	#rotor: Number of rotatable bonds. Accepted Range: ≤ 7.
	1
	1
	9
	4
	17

	#rtvFG: Number of ring torsions and fused rings. Accepted Range: ≤ 8.
	0
	0
	1
	0
	0

	CNS: Central nervous system penetration. Accepted Range: 0 or 1.
	0
	0
	-2
	0
	0

	mol MW: Molecular weight. Accepted Range: 150 - 500 Daltons.
	312.411
	298.384
	338.402
	326.391
	282.512

	dipole: Dipole moment. Accepted Range: < 4.0 Debye.
	8.256
	8.389
	3.906
	4.05
	1.993

	SASA: Solvent-accessible surface area. Accepted Range: < 400 Å².
	582.732
	552.787
	635.34
	612.655
	656.972

	FOSA: Fractional polar surface area. Accepted Range: < 20%.
	352.786
	317.11
	270.746
	389.444
	537.646

	FISA: Fractional nonpolar surface area. Accepted Range: < 40%.
	80.473
	86.487
	126.147
	54.653
	99.576

	PISA: Polar surface area. Accepted Range: < 140 Å².
	149.473
	149.19
	238.447
	168.558
	19.75

	WPSA: Water-accessible polar surface area. Accepted Range: < 200 Å².
	0
	0
	0
	0
	0

	volume: Molecular volume. Accepted Range: < 500 Å³.
	1041.946
	986.018
	1128.044
	1080.046
	1194.039

	donorHB: Hydrogen bond donors. Accepted Range: ≤ 5.
	0
	0
	2
	1
	4

	accptHB: Hydrogen bond acceptors. Accepted Range: ≤ 10.
	6
	6
	4.25
	3
	2

	dip^2/V: Dipole squared divided by volume.
	0.065414
	0.071379
	0.013524
	0.015188
	0.003326

	ACxDN^.5/SA: Hydrophilicity/hydrophobicity. Accepted Range: -2.5 to 2.5.
	0
	0
	0.00946
	0.004897
	0.006089

	glob: Global hydrophilicity/hydrophobicity.
	0.852956
	0.86669
	0.824852
	0.830955
	0.828509

	QPpolrz: Polarizability score.
	36.33
	34.089
	35.489
	36.111
	30.904

	QPlogPC16: LogP (partition coefficient) in octanol. Accepted Range: < 5.
	9.535
	9.09
	11.711
	10.033
	11.059

	QPlogPoct: LogP (partition coefficient) in octanol. Accepted Range: < 5.
	15.807
	15.162
	16.792
	14.612
	16.021

	QPlogPw: LogP (partition coefficient) in water. Accepted Range: < 2.
	13.039
	13.133
	8.858
	6.249
	6.19

	QPlogPo/w: LogP (partition coefficient) octanol/water. Accepted Range: -1 to 6.
	1.538
	1.131
	3.811
	4.617
	3.461

	QPlogS: Solubility score. Accepted Range: -7 to 0.
	-1.87
	-1.245
	-4.709
	-5.693
	-1.415

	CIQPlogS: Consensus LogS. Accepted Range: -6 to 0.
	-2.129
	-1.836
	-5.031
	-5.402
	-1.572

	QPlogHERG: Prediction of HERG potassium channel inhibition. Accepted Range: > -5.
	-1.875
	-1.652
	-5.503
	-5.071
	-5.853

	QPPCaco: Prediction of Caco-2 permeability. Accepted Range: > -5.
	538.411
	457.545
	630.447
	3003.51
	70.051

	QPlogBB: Prediction of brain/blood partition coefficient. Accepted Range: < 3.
	-0.234
	-0.264
	-1.215
	-0.205
	-0.631

	QPPMDCK: Prediction of MDCK cell permeability. Accepted Range: > -5.
	882.975
	766.141
	300.465
	1624.092
	34.209

	QPlogKp: Prediction of skin permeability. Accepted Range: > -5.
	-2.38
	-2.492
	-2.14
	-1.549
	-5.778

	IP(eV): Ionization potential in electron volts.
	9.463
	9.426
	9.046
	8.522
	9.435

	EA(eV): Electron affinity in electron volts.
	0.24
	0.242
	0.684
	0.166
	-0.985

	#metab: Number of likely metabolic reactions.
	5
	5
	3
	6
	6

	QPlogKhsa: Prediction of binding to human serum albumin. Accepted Range: > -5.
	-0.648
	-0.81
	0.414
	0.809
	0.352

	HumanOralAbsorption: Estimate of human oral absorption. Accepted Range: > 25%.
	3
	3
	3
	3
	1

	PercentHumanOralAbsorption: Percentage of human oral absorption.
	84.831
	81.183
	100
	100
	80.242

	SAfluorine: Surface area of fluorine atoms. Accepted Range: < 20 Å².
	0
	0
	0
	0
	0

	SAamideO: Surface area of amide oxygen atoms. Accepted Range: < 30 Å².
	63.022
	64.738
	0
	0
	0

	PSA: Polar surface area. Accepted Range: < 140 Å².
	55.659
	55.218
	73.234
	47.115
	52.026

	#NandO: Counts of nitrogen and oxygen atoms.
	4
	4
	4
	4
	2

	RuleOfFive: Compliance with Lipinski's Rule of Five. Accepted Range: 0 or 1.
	0
	0
	0
	0
	0

	RuleOfThree: Compliance with the Rule of Three. Accepted Range: 0 or 1.
	0
	0
	0
	0
	0


