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S50. ∆δ (δS-δR) values obtained from MTPA esters for compound 4 

 

 

Preparation of (S)-MTPA ester and (R)-MTPA ester. The absolute configuration of 1-OH in compound 4 

was determined according to the modified Mosher’s method. In brief, compound 4 (1 mg) was transferred 

into a 5 mL glass vial, followed by adding dry pyridine, CHCl3, (R)-(−)-α-methoxy-α-

trifluoromethylphenylacetyl (MTPA) chloride, and then carefully shaken to mix at room temperature. 

Every 30 min, the reactant was subjected to TLC analysis (n-hexane-EtOAc = 5:1) to estimate to the 

conversion to the (S)–MTPA ester derivative (4a). In the same manner described above, another portion 

of compound 4 (1 mg) was reacted with (S)-(+)-MTPA chloride to afford the (R)-MTPA ester (4b). 
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S63. Comparison of experimental and calculated 
13
C and 

1
H chemical shifts in DMSO-d6 for 1a 

and 1b and their statistical parameters. 

 

 

Position δC exp. 
δC calc.  

 

δH exp. 
δH calc. 

   1a    1b  
 

    1a   1b 

1 66.5 68.3 69.3  3.60 3.55 3.45 

2 44.0 43.2 42.5  1.04 1.10 1.05 

 1.60 1.55 1.75 

3 25.7 27.8 31.4  1.96 1.86 1.56 

4 42.1 41.6 39.8  0.74 0.75 0.91 

 1.87 1.82 1.75 

5 30.3 31.9 35.2  2.46 2.47 2.02 

6 134.9 132.5 132.6  5.63 5.56 5.61 

7 127.3 123.4 124.6  6.04 6.10 6.09 

8 149.6 148.6 146.6  

9 56.6 59.9 56.0  

10 47.4 47.7 48.9  1.64 1.70 1.94 

11 211.9 216.7 216.4  

12 41.5 39.8 40.6  2.49 2.32 2.27 

 2.72 2.80 2.89 



 

 

13 57.2 59.0 59.4  3.64 3.65 3.76 

14 22.5 20.8 18.7  0.84 0.87 0.98 

15 111.8 108.1 110.4  4.30 4.32 4.41 

 4.80 4.87 4.93 

16 20.2 20.0 17.0  1.20 1.27 1.18 

MAE 2.0 2.7  0.06 0.16 

R
2
 0.9981 0.9969  0.9982 0.9850 

DP4   99.9% 0.1%    100.0% 0.0% 

 

 

 

 


