Catalytic multicomponent synthesis, biological evaluation, molecular docking, and in silico ADMET studies of some novel 3-alkyl indoles
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Figure S1:  1H NMR spectrum of compound-6
























Figure S2:  13C NMR spectrum of compound-6
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Figure S3:  HSQC spectrum of compound-6































Figure S4:  HR-Mass spectrum of compound-6




















Figure S5:  1H NMR spectrum of compound-13
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Figure S6:  13C NMR spectrum of compound-13






	
Figure S7:  [image: ]HSQC spectrum of compound-13
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	Figure S8:  HR-Mass spectrum of compound-13
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Figure S9: Histogram chart of compounds Vs GlideScore.

[image: C:\Users\Lenovo\Desktop\Rajalakshmi - new crystals\Alkyl Indole manuscript\Revision - JKSUS\6-10.png]
Fig. S10: The Bioavailability Radar of the compounds (6-10). The optimum range for each property is shown by the pink area.


Table S1: Complete ADMET profile of compounds (6-10), including pharmacokinetics, physicochemical properties, lipophilicity, water-solubility, pharmacokinetics, drug-likeness, and medicinal chemistry.

	Parameters
	Compound
(6)
	Compound
 (7)
	Compound
 (8)
	Compound
(9)
	Compound
(10)

	Formula
	C23H19N4O2
	C23H19N4O3
	C24H21N3O
	C24H21N3O2
	C23H19N4O3

	Molecular weight
	383.42 g/mol
	399.42 g/mol
	367.44 g/mol
	383.44 g/mol
	399.42 g/mol

	Num. heavy atoms
	29
	30
	28
	29
	30

	Num. rotatable bonds
	5
	6
	5
	6
	6

	Num. H-bond acceptors
	3
	4
	2
	3
	4

	Num. H-bond donors
	3
	3
	2
	2
	3

	Molar Refractivity
	113.50
	115.03
	112.75
	114.28
	115.03

	TPSA
	101.27 Å²
	110.50 Å²
	60.84 Å²
	70.07 Å²
	110.50 Å²

	Log Po/w (iLOGP) 
	0
	0
	3.33
	3.28
	0

	Log Po/w (XLOGP3) 
	4.67
	4.28
	5.28
	4.88
	4.28

	Log Po/w (SILICOS-IT) 
	3.26
	2.80
	5.49
	5.03
	2.80

	Consensus Log Po/w 
	3.12
	2.78
	4.42
	4.06
	2.78

	Log S (ESOL) 
	-5.37
	-5.13
	-5.67
	-5.43
	-5.13

	Solubility
	1.65e-03 mg/ml ; 4.31e-06 mol/l
	2.93e-03 mg/ml ; 7.33e-06 mol/l
	7.86e-04 mg/ml ; 2.14e-06 mol/l
	1.42e-03 mg/ml ; 3.70e-06 mol/l
	2.93e-03 mg/ml ; 7.33e-06 mol/l

	GI absorption 
	High
	High
	High
	High
	High

	BBB permeant 
	No
	No
	Yes
	Yes
	No

	P-gp substrate 
	Yes
	Yes
	Yes
	Yes
	Yes

	CYP1A2 inhibitor 
	Yes
	Yes
	Yes
	Yes
	Yes

	CYP2C19 inhibitor 
	Yes
	Yes
	Yes
	Yes
	Yes

	CYP2C9 inhibitor 
	Yes
	Yes
	Yes
	Yes
	Yes

	CYP2D6 inhibitor 
	Yes
	Yes
	Yes
	Yes
	Yes

	CYP3A4 inhibitor 
	Yes
	Yes
	Yes
	Yes
	Yes

	Log Kp (skin permeation) 
	-5.32 cm/s
	-5.70 cm/s
	-4.79 cm/s
	-5.17 cm/s
	-5.70 cm/s

	Lipinski 
	Yes; 0 violation
	Yes; 0 violation
	Yes; 0 violation
	Yes; 0 violation
	Yes; 0 violation

	Ghose 
	Yes
	Yes
	Yes
	Yes
	Yes

	Veber 
	Yes
	Yes
	Yes
	Yes
	Yes

	Egan 
	Yes
	Yes
	Yes
	Yes
	Yes

	Muegge 
	Yes
	Yes
	Yes
	Yes
	Yes

	Bioavailability Score 
	0.55
	0.55
	0.55
	0.55
	0.55

	Leadlikeness 
	No; 2 violations: MW>350, XLOGP3>3.5
	No; 2 violations: MW>350, XLOGP3>3.5
	No; 2 violations: MW>350, XLOGP3>3.5
	No; 2 violations: MW>350, XLOGP3>3.5
	No; 2 violations: MW>350, XLOGP3>3.5

	Synthetic accessibility 
	3.41
	3.37
	3.22
	3.27
	3.35
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