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Table S1 Physicochemical properties of carbamazepine [1]
	Structure
	


	Formula
	C15H12N2O

	IUPAC Name
	Benzo[b][1]benzazepine-11-carboxamide

	Molecular Weight
	236.2 g mol-1

	CAS No. 
	298-46-4

	Topological Polar Surface Area
	46.3 Å²

	Melting Point
	189–192 °C

	Drug class
	Benzodiazepines

	Hydrogen Bond Acceptor 
	1

	Hydrogen Bond Donor
	1

	Solubility in water
	Insoluble





Table S2 Physicochemical properties of sertraline [2]
	Structure
	


	Formula
	C17H17Cl2N

	IUPAC Name
	(1S,4S)-4-(3,4-Dichlorophenyl)-N-methyl-1,2,3,4-tetrahydronaphthalen-1-amine

	Molecular Weight
	306.2 g mol-1

	CAS No. 
	79617-96-2

	Topological Polar Surface Area
	12 Å²

	Melting Point
	245–246 °C

	Drug class
	Selective serotonin reuptake inhibitors (SSRIs)

	Hydrogen Bond Acceptor 
	1

	Hydrogen Bond Donor
	1

	Solubility in water
	Soluble





Table S3 Physicochemical properties of amisulpride [3]
	Structure
	


	Formula
	C17H27N3O4S

	IUPAC Name
	4-Amino-N-[(1-ethylpyrrolidin-2-yl)methyl]-5-ethylsulfonyl-2-methoxybenzamide

	Molecular Weight
	369.5 g mol-1

	CAS No. 
	71675-85-9

	Topological Polar Surface Area
	110 Å²

	Melting Point
	126–127 °C

	Drug class
	Dopamine receptor antagonists

	Hydrogen Bond Acceptor 
	6

	Hydrogen Bond Donor
	2

	Solubility in water
	Insoluble





Table S4 Physicochemical properties of amitriptyline [4]
	Structure
	


	Formula
	C20H23N

	IUPAC Name
	N,N-Dimethyl-3-(2-tricyclo[9.4.0.03,8]pentadeca-1(15),3,5,7,11,13-hexaenylidene)propan-1-amine

	Molecular Weight
	277.4 g mol-1

	CAS No. 
	50-48-6

	Topological Polar Surface Area
	3.2 Å²

	Melting Point
	196–197 °C

	Drug class
	Tricyclic antidepressant (TCA)

	Hydrogen Bond Acceptor 
	1

	Hydrogen Bond Donor
	0

	Solubility in water
	Soluble





Table S5 Physicochemical properties of diazepam [5]
	Structure
	


	Formula
	C16H13ClN2O

	IUPAC Name
	7-Chloro-1-methyl-5-phenyl-3H-1,4-benzodiazepin-2-one

	Molecular Weight
	284.7 g mol-1

	CAS No. 
	439-14-5

	Topological Polar Surface Area
	32.7 Å²

	Melting Point
	131.5–134.5 °C

	Drug class
	Benzodiazepines

	Hydrogen Bond Acceptor 
	2

	Hydrogen Bond Donor
	0

	Solubility in water
	Insoluble





Table S6 Physicochemical properties of alprazolam [6]
	Structure
	


	Formula
	C17H13ClN4

	IUPAC Name
	8-Chloro-1-methyl-6-phenyl-4H-[1,2,4]triazolo[4,3-a][1,4]benzodiazepine

	Molecular Weight
	308.7 g mol-1

	CAS No. 
	28981-97-7

	Topological Polar Surface Area
	43.1 Å²

	Melting Point
	228–229.5 °C

	Drug class
	Benzodiazepines

	Hydrogen Bond Acceptor 
	3

	Hydrogen Bond Donor
	0

	Solubility in water
	Insoluble
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