
Supplementary Materials 
1. Crystal Data and Structures Refinement for Enantiopure 4a and 5a 
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Figure 1. X-ray structure of enantiopure 4a. 

Table 1. Crystal data of enantiopure 4a. 

Identification code 4a 

Empirical formula C20H17NO4S 

Formula weight 367.40 

Temperature/K 290(2) 

Crystal system orthorhombic 

Space group P212121 

a/Å 10.0540(3) 

b/Å 12.0824(5) 

c/Å 14.5627(4) 

α/° 90 

β/° 90 

γ/° 90 

Volume/Å3 1769.03(10) 

Z 4 

ρcalcg/cm3 1.379 

μ/mm-1 0.209 

F(000) 768.0 

Crystal size/mm3 0.42 × 0.32 × 0.3 

Radiation MoKα (λ = 0.71073) 

2Θ range for data collection/° 6.534 to 52.732 

Index ranges −9 ≤ h ≤ 12, −9 ≤ k ≤ 15, −18 ≤ l ≤ 18 

Reflections collected 9168 

Independent reflections 3620 [Rint = 0.0210, Rsigma = 0.0289] 

Data/restraints/parameters 3620/0/235 

Goodness-of-fit on F2 1.065 

Final R indexes [I>=2σ (I)] R1 = 0.0369, wR2 = 0.0840 

Final R indexes [all data] R1 = 0.0446, wR2 = 0.0886 

Largest diff. peak/hole / e Å-3 0.14/−0.31 

Flack parameter −0.05(3) 
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Figure 2. X-ray structure of enantiopure 5a. 

Table 2. Crystal data of enantiopure 5a. 

Identification code 5a 

Empirical formula C20H17NO4S 

Formula weight 367.40 

Temperature/K 291(2) 

Crystal system monoclinic 

Space group P21 

a/Å 8.3275(5) 

b/Å 6.8178(4) 

c/Å 15.4042(8) 

α/° 90 

β/° 95.886(5) 

γ/° 90 

Volume/Å3 869.97(8) 

Z 2 

ρcalcg/cm3 1.403 

μ/mm-1 0.212 

F(000) 384.0 

Crystal size/mm3 0.32 × 0.3 × 0.25 

Radiation MoKα (λ = 0.71073) 

2Θ range for data collection/° 6.54 to 52.744 

Index ranges −10 ≤ h ≤ 10, −8 ≤ k ≤ 8, −19 ≤ l ≤ 19 

Reflections collected 8527 

Independent reflections 3483 [Rint = 0.0265, Rsigma = 0.0295] 

Data/restraints/parameters 3483/1/235 

Goodness-of-fit on F2 1.060 

Final R indexes [I>=2σ (I)] R1 = 0.0709, wR2 = 0.1873 

Final R indexes [all data] R1 = 0.0730, wR2 = 0.1886 

Largest diff. peak/hole/e Å-3 0.90/−0.32 

Flack parameter 0.08(6) 
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2. NMR Spectra and HPLC Chromatograms 
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