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Table S1: Profile of Lead Compounds: Profile for compounds including the structures, HRMS 

and HPLC purity.  

 

Ex. IUPAC Name Structure 
HRMS 

（M-H) 

HPLC 

Purity 

(215nm) 

R,S-3a 

(R,S)- 

6-(pentafluoro-
6
-sulfanyl)-2-(trifluorom

ethyl)-2H-chromene-3-carboxylic acid  

368.9840 99.38% 

S-3a 

(S)- 

6-(pentafluoro-
6
-sulfanyl)-2-(trifluorom

ethyl)-2H-chromene-3-carboxylic acid  

368.9834 98.28 

R-3a 

(R)- 

6-(pentafluoro-
6
-sulfanyl)-2-(trifluorom

ethyl)-2H-chromene-3-carboxylic acid  

369.0002 99.56 

R,S-3b 

(R,S)- 

7-(pentafluoro-
6
-sulfanyl)-2-(trifluorom

ethyl)-2H-chromene-3-carboxylic acid  

368.9842 99.43% 
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R,S-7 

(R,S)-8-bromo-6-(pentafluoro-
6
-sulfanyl

)-2-(trifluoromethyl)-2H-chromene-3-car

boxylic acid 
 

446.9130 93.84 

S-7 

(S)-8-bromo-6-(pentafluoro-
6
-sulfanyl)-

2-(trifluoromethyl)-2H-chromene-3-carb

oxylic acid 
 

446.8957 98.29% 

R-7 

(R)-8-bromo-6-(pentafluoro-
6
-sulfanyl)-

2-(trifluoromethyl)-2H-chromene-3-carb

oxylic acid  

446.9134 90.91 

R,S-11a 

(R,S)-8-methyl-6-(pentafluoro-
6
-sulfany

l)-2-(trifluoromethyl)-2H-chromene-3-ca

rboxylic acid 
 

383.0004 95.42% 

R,S-11b 

(R,S)-8-ethyl- 

-6-(pentafluoro-
6
-sulfanyl)-2-(trifluoro

methyl)-2H-chromene-3-carboxylic acid 
 

397.0171 98.18% 

R,S-11c 

(R,S)-8-propyl-6-(pentafluoro-
6
-sulfanyl

)-2-(trifluoromethyl)-2H-chromene-3-car

boxylic acid 
 

411.0309 99.14% 

R,S-11d 

(R,S)-8-benzyl-6-(pentafluoro-
6
-sulfany

l)-2-(trifluoromethyl)-2H-chromene-3-ca

rboxylic acid 
 

459.0308 99.37% 

R,S-11e 

(R,S)-8-butyl-6-(pentafluoro-
6
-sulfanyl)

-2-(trifluoromethyl)-2H-chromene-3-carb

oxylic acid 
 

425.0459 92.88 

 

 

 

 

HPLC 

 

HPLC analyses were performed on an Agilent 1260 Infinity (Dikma, 250×4.6 nm, C18, 5 m, 

UV 215 nm，1.0 mL/min). MeOH/H2O (0.1%TFA), 20%~30% 0-30 min. 
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(R,S)-11b 
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(R,S)-11c 
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(R,S)-11d 
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HRMS 

 

(R,S)-3a 
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HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-3a C11H6F8O3S C11H5F8O3S 368.9840 368.9837 0.9 

 

 

 

S-3a 

 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

S-3a C11H6F8O3S C11H5F8O3S 368.9834 368.9837 -0.7 

 

 

R-3a 

 

 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

R-3a C11H6F8O3S C11H5F8O3S 369.0002 368.9837 44.8 
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(R,S)-3b 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-3b C11H6F8O3S C11H5F8O3S 368.9842 368.9837 1.4 

 

 

 

(R,S)-7 

 

 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-7 C11H5BrF8O3S C11H4BrF8O3S 446.9130 446.8942 42 
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S-7 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

S-7 C11H5BrF8O3S C11H4BrF8O3S 446.8957 446.8942 3.3 

 

 

 

R-7 

 

 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

R-7 C11H5BrF8O3S C11H4BrF8O3S 446.9134 446.8942 3.3 
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(R,S)-11a 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-11a C12H8F8O3S C12H7F8O3S 383.0004 382.9994 2.8 

 

 

 

(R,S)-11b 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-11b C13H10F8O3S C13H9F8O3S 397.0171 397.0150 5.3 
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(R,S)-11c 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-11c C14H12F8O3S C14H11F8O3S 411.0309 411.0307 0.5 

 

 

 

(R,S)-11d 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-11d C18H12F8O3S C18H11F8O3S 459.0308 459.0307 0.3 
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(R,S)-11e 

  

HIGH RESLUTION MASS SPECTROMETRY REPORT 

Sample No. Formula (M) Ion Formula Measured m/z Calc m/z Error (ppm) 

(R,S)-11e C15H14F8O3S C15H13F8O3S 425.0459 425.0463 -1.0 
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(R,S)-11b 

  

 

(R,S)-11c 
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(R,S)-11e 
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(R,S)-11d 
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Chiral HPLC 

 

(R,S)-3a 

  

 

OD-H (n-hexane:i-PrOH:TFA 95:5:0.01); Flow rate 1.0 mL/min 
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S-3a 

  

OD-H (n-hexane:i-PrOH:TFA 95:5:0.01); Flow rate 1.0 mL/min 
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R-3a 

 

OD-H (n-hexane:i-PrOH:TFA 95:5:0.01); Flow rate 1.0 mL/min 

 



S49 

 

 

(R,S)-7 

 

OD-H (n-hexane:i-PrOH:TFA 97:3:0.01); Flow rate 1.0 mL/min 
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S-7 

 

OD-H (n-hexane:i-PrOH:TFA 97:3:0.01); Flow rate 1.0 mL/min 
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R-7 

 

OD-H (n-hexane:i-PrOH:TFA 97:3:0.01); Flow rate 1.0 mL/min 
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