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Table S1. Predicted Physiochemical Properties and Lipophilicity for the Tested Tryptaminesa 

 
 
 

Entry 

 
 

Cmpd 

 
 

R1 

 
 

X 

 
 

Y 

 
 

MW 

 
 

CLogPb 

 
 

TPSA 

 
Molar 

Refractivity 

Number of 
Rotatable 

Bonds 

 
H Bond 

Acceptors 

 
H Bond 
Donors 

1 1 2-chlorobenzyl NH3
+ Cl- SMe 344.9 4.11 56.25 101.86 5 1 1 

2 7b 4-chlorobenzyl NH3
+ Cl- SMe 344.9 4.11 56.25 101.86 5 1 1 

3 7c 4-bromobenzyl NH3
+ Cl- SMe 389.35 4.23 56.25 104.55 5 1 1 

4 7d 2,4-dichlorobenzyl NH3
+ Cl- SMe 379.35 4.60 56.25 106.87 5 1 1 

5 7e benzyl NH3
+ Cl- SMe 310.46 2.10 56.25 96.85 5 1 1 

6 7f H NH3
+ Cl- SMe 220.33 3.62 67.11 67.47 3 1 2 

7 11a benzyl NH3
+ Cl- H 264.36 3.12 30.95 85.13 4 1 1 

8 11b 2-chlorobenzyl NH3
+ Cl- H 298.81 3.62 30.95 90.14 4 1 1 

9 13 2-chlorobenzyl MeNH2
+ Cl- SMe 358.93 4.34 42.26 106.77 6 1 1 

10 14 2-chlorobenzyl Me2NH+ Cl- SMe 372.95 4.56 33.47 111.67 6 1 0 
11 15 2-chlorobenzyl NHSO2Me SMe 422.99 3.27 84.78 115.73 7 3 1 
12 16 2-chlorobenzyl NHAc SMe 386.94 4.01 59.33 111.77 7 1 1 
13 17 2-chlorobenzyl EtNH2

+ Cl- SMe 372.95 4.56 42.26 111.57 7 1 1 
aCalculated using SwissADME.[1] bCLogP calculated for the free amine using the MLOGP method[2, 3] with SwissADME.[1] 

 
 

Table S2. Predicted Pharmacokinetic Properties for the Tested Tryptaminesa 

 
 
 

Entry 

 
 

Cmpd 

 
 

R1 

 
 

X 

 
 

Y 
ESOL 
Log S 

ESOL  
Solubility 

class 
GI  

absorption 
BBB  

permeant 
Pgp  

substrate 
CYP1A2 
inhibitor 

CYP2C19 
inhibitor 

CYP2C9 
inhibitor 

log Kp 
(cm/s) 

1 1 2-chlorobenzyl NH3
+ Cl- SMe -4.93 Moderately 

soluble High Yes Yes Yes Yes Yes -5.24 

2 7b 4-chlorobenzyl NH3
+ Cl- SMe -4.93 Moderately 

soluble High Yes Yes Yes Yes Yes -5.24 

3 7c 4-bromobenzyl NH3
+ Cl- SMe -5.25 Moderately 

soluble High Yes Yes Yes Yes Yes -5.47 

4 7d 2,4-
dichlorobenzyl NH3

+ Cl- SMe -5.52 Moderately 
soluble High Yes Yes Yes Yes Yes -5.01 

5 7e benzyl NH3
+ Cl- SMe -4.35 Moderately 

soluble High Yes Yes Yes Yes No -5.47 

6 7f H NH3
+ Cl- SMe -2.89 Soluble High Yes No Yes No No -6.03 

7 11a benzyl NH3
+ Cl- H -3.86 Soluble High Yes Yes Yes Yes No -5.56 

8 11b 2-chlorobenzyl NH3
+ Cl- H -4.44 Moderately 

soluble High Yes Yes Yes Yes No -5.33 

9 13 2-chlorobenzyl MeNH2
+ 

Cl- SMe -5.26 Moderately 
soluble High Yes Yes Yes Yes Yes -4.96 

10 14 2-chlorobenzyl Me2NH+ 
Cl- SMe -5.62 Moderately 

soluble High Yes No Yes Yes Yes -4.72 

11 15 2-chlorobenzyl NHSO2Me SMe -5.25 Moderately 
soluble High No No Yes Yes Yes -5.69 

12 16 2-chlorobenzyl NHAc SMe -5.17 Moderately 
soluble High Yes No Yes Yes Yes -5.32 

13 17 2-chlorobenzyl EtNH2
+ 

Cl- SMe -5.49 Moderately 
soluble High Yes Yes Yes Yes No -4.79 

aCalculated using SwissADME.[1] 
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