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A: SHA-68 (1) Racemate  

 

 

B: 31, (S)-(−) Enantiomer; Peak 1  
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C: 32; (R)-(+) Enantiomer; Peak 2 

 

Figure 5: HPLC Chromatograms of SHA-68 (1) (A), 31 (S)-(−) Enantiomer; Peak 1 (B), and 32 (R)-(+) 

Enantiomer; Peak 2 (C) on chiral column (NP; Chiralpak IA, IPA/hexanes 1/9) recorded at 204 nm) 
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A: RTI-118 (2) Racemate  

 

 

B: 33, (S)-(−) Enantiomer; Peak 1  
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C: 34; (R)-(+) Enantiomer; Peak 2 

 

Figure 6: HPLC Chromatograms of RTI-118 (2) (A), 33 (S)-(−) Enantiomer; Peak 1 (B), and 34 (R)-(+) 

Enantiomer; Peak 2 (C) on chiral column (NP; Chiralpak IA, hexanes/IPA/DEA 9/1/0.1) recorded at 258 

nm) 
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A: 37, Racemate  

 

 

B: 38, (S)-(−) Enantiomer; Peak 1  
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C: 39; (R)-(+) Enantiomer; Peak 2 

 

Figure 7: HPLC Chromatograms of 37 (A), 38 (S)-(−) Enantiomer; Peak 1 (B), and 39 (R)-(+) 

Enantiomer; Peak 2 (C) on chiral column (NP; Chiralpak IA, MTBE/ ethanol/DEA 2/8/0.1) recorded at 

258 nm) 
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Table S1 ESI MS data of NPS antagonists 1 to 30 

 

Compound 

Molecular Mass 

Found Calculated 

1 468.17 [M+H]
+a 468.48 

2 449.25 [M+H]
+a 449.58 

6 450.18 [M+Na]
+a 450.50 

7 429.2 [M+H]
+b 429.50 

8 429.0 [M+H]
+b

, 429.50 

9 429.3 [M+H]
+b

; 429.50 

10 443.4 [M+H]
+b

, 443.53 

11 443.5 [M+H]
+b

, 443.53 

12 443.5 [M+H]
+b

, 443.53 

13 565.3 [M+Na]
+b

. 565.24 

14 443.5 [M+H]
+b 443.21 

15 458.3 [M+H]
+b 457.55 

16 388.16 [M+Na]
+b 388.16 
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17 402.18 [M+Na]
+a

. 402.18 

18 402.18 [M+Na]
+a

. 402.18 

19 416.19 [M+Na]
+a

. 416.20 

20 430.21 [M+Na]
+a 430.21 

21 444.22 [M+Na]
+a 421.24 

22 395.21 [M+H]
+a 395.21 

23 409.22 [M+H]
+a 409.23 

24 445.22 [M+Na]
+a 445.22 

25 434.0 [M+H]
+b 434.56 

26 435.2 [M+H]
+b 435.55 

27 507.1 [M+H]
+b 507.61 

28 407.6 [M+H]
+b 407.50 

29 507.2 [M+H]
+b 507.61 

30 407.4 [M+H]
+b 407.50 

   

Found values determined by a) ESI HRMS; b) ESI MS 
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1
H NMR spectra: SHA-68, 1 

 

RTI-118, 2 
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Compound 6 

 

Compound 7  
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Compound 8 

 

Compound 9  
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Compound 10 

 

Compound 11 
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Compound 12 

 

Compound 13 
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Compound 14 

 

Compound 15 
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Compound 16 

 

Compound 17 
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Compound 18 

 

Compound 19 
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Compound 20 

 

Compound 21 
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Compound 22 

 

Compound 23 
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Compound 24  

 

Compound 25 
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Compound 26 

 

Compound 27 
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Compound 28 

 

Compound 29 
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Compound 30 
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RP Analytical HPLC chromatograms:  

Compound 1 (SHA-68) 

 

Compound 2 (RTI-118) 
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Compound 6 

 

 

Compound 7 
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Compound 8 

 

 

Compound 9 
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Compound 10 

 

 

Compound 11 
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Compound 12 

 

 

Compound 13 
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Compound 14 

 

 

Compound 15 
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Compound 16 

 

Compound 17 
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Compound 18 

 

 

Compound 19 
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Compound 20 

 

 

Compound 21 
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Compound 22 

 

Compound 23 
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Compound 24 

 

 

Compound 25 
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Compound 26 

 

 

Compound 27 
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Compound 28 

 

 

Compound 29 
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Compound 30 

 


