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Fig. S1. FTIR spectrum of compound 1
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Fig. S2. Mass spectrum of compound 1
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F2 - Acquisition Parameters
Date_ 20130625

Time 10.53
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 61.57

DW 60.800 usec
DE 6.50 usec
TE 293.1 K

D1 1.00000000 sec

CHANNEL f1

13.50 usec
11.00000000 W
400.1324710 MHz

F2 - Processing parameters

SI 65536

SF 400.1300229 MHz
WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Fig. S3. *H NMR spectrum of compound 1
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Fig. S4. Expansion of *H NMR spectrum of compound 1
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Fig. S5. 13C NMR spectrum of compound 1




Table S1: The in silico ADME (Absorption, Distribution, Metabolism and Excretion) prediction results for compound 1 using

SwissADME web tool
Canonical SMILES: CSC(=S)N/N=C/1\CC(NC(C1C)clcccccl)clceccecl
(i) Physiochemical Properties
1 Formula C20H23N3S2
2 Molecular Weight 369.55
3 Number of heavy atoms 25
4 Number of aromatic heavy atoms 12
5 Fraction Csp3 0.3
6 Number of rotatable bonds 5
7 Number of H-bond acceptors 2
8 Number of H-bond donors 2
9 Molar refractivity 116.02
10 | Topological polar surface area (TPSA) 93.81
(ii) Lipophilicity
1 Log Pow (ILOGP) 3.56
2 LOg Pomw (XLOGPS) 421
3 Log Pow (WLOGP) 3.66
4 Log Pow (MLOGP) 3.24
5 Log Pow (SILICOS.IT) 4.94
6 Consensus Log Pomw 3.92
(ii)Water Solubility
1 ESOL Log S -4.81
2 ESOL Solubility (mg/ml) 5.74E-03
3 ESOL Solubility (mol/l) 1.55E-05
4 ESOL Class Moderately soluble
5 AliLog S -5.89
6 Ali Solubility (mg/ml) 4.76E-04
7 Ali Solubility (mol/l) 1.29E-06
8 Ali Class Moderately soluble
9 Silicos-IT LogSw -6.73




10 | Silicos-IT Solubility (mg/ml) 6.87E-05
11 | Silicos-IT Solubility (mol/l) 1.86E-07
12 | Silicos-IT class Poorly soluble
(iv)Pharmacokinetics

1 Gl absorption High

2 BBB permeant No

3 P-gp substrate Yes

4 CYP1A2 inhibitor Yes

5 CYP2C19 inhibitor Yes

6 CYP2C9 inhibitor Yes

7 CYP2D6 inhibitor No

8 CYP3A4 inhibitor Yes

9 Log Kp (skin permeation, cm/s) -5.57

(v) Druglikeness

1 Lipinski number of violations 0

2 Ghose number of violations 0

3 Veber number of violations 0

4 Egan number of violations 0

5 Muegge number of violations 0

6 Bioavailability Score 0.55
(vi)Medicinal Chemistry

1 PAINS number of alerts 0

2 Brenk number of alerts 2

3 Leadlikeness number of violations 2

4 Synthetic accessibility 3.99




