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Scheme S1: Alkenes that are not suitable substrates for this reaction 

The following substrates have been tried but failed to yield desired products. 
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Scheme S2: Oxaziridines that are not suitable substrates for this reaction 

The following substrates have been tried but failed to yield desired products. 
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I. Original spectra of 
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H and 
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II. X-ray Crystal Structures of Selected Compounds: 

X-ray crystallographic data (CIF files) of compounds 3a, 3x, 4a, and 11a have been 

deposited into CCDC with accessing codes as 1900624, 1900626, 1900625, and 

1900627, respectively.  

The ellipsoid contour % probability levels used were 50% for all crystal structures. 

All crystals were prepared from the following procedures: 

  Firstly, each sample (ca. 20-30 mg) was dissolved in dichloromethane (5 mL, 

HPLC grade) in a glass sample vial (25 mL). Subsequently, hexane (10 mL, HPLC 

grade) was added carefully on top of the dichloromethane solution and two layers 

could be observed. The vial was kept in a fume hood to allow slow evaporation of 

solvents until crystals formed.   

     3a 

Bond precision: C-C = 0.0037 A Wavelength = 0.71073 

Cell: a = 6.0404(10) b = 18.307(3) c = 20.483(3) 

alpha = 90 beta = 96.951(4) gamma = 90 

Temperature: 173 K 

 Calculated Reported 

Volume 2248.4(6) 2248.4(7) 

Space group P 21/n P 1 21/n 1 

Hall group -P 2yn -P 2yn 

Moiety formula C26 H24 Cl N O3 S C26 H24 Cl N O3 S 

Sum formula C26 H24 Cl N O3 S C26 H24 Cl N O3 S 

Mr 465.97 465.97 

Dx,g cm-3 1.377 1.377 

Z 4 4 

Mu (mm-1) 0.292 0.292 

F000 976.0 976.0 

F000’ 977.47  

h,k,lmax 7,23,26 7,23,26 

Nref 5188 5160 

Tmin,Tmax 0.949,0.966 0.678,0.746 

Tmin’ 0.921  

Correction method= # Reported, T Limits: Tmin=0.678 Tmax=0.746 

AbsCorr = MULTI-SCAN 

Data completeness = 0.995 
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Theta(max) = 27.545 

R(reflections) = 0.0523( 3140) 

wR2(reflections) = 0.1453( 5160) 

S = 0.994 

Npar = 290 
 

 4a 

Bond precision: C-C = 0.0041 A Wavelength=0.71073 

Cell: a = 8.2865(19)  b = 10.144(3)  c = 15.586(4) 

alpha = 77.546(6) beta = 84.113(6) gamma = 77.165(6) 

Temperature: 173 K 

 Calculated Reported 

Volume 1245.3(6) 1245.2(5) 

Space group P -1 P -1 

Hall group -P 1 -P 1 

Moiety formula C26H24ClNO3S [+ solvent] ? 

Sum formula C26H24ClNO3S [+ solvent] C26 H24 Cl N O3 S 

Mr 465.97 465.97 

Dx,g cm-3 1.243 1.243 

Z 2 2 

Mu (mm-1) 0.264 0.264 

F000 488.0 488.0 

F000’ 488.74  

h,k,lmax 10,13,20 10,13,20 

Nref 5663 5548 

Tmin,Tmax 0.954,0.969 0.664,0.746 

Tmin’ 0.929  

Correction method = # Reported, T Limits: Tmin = 0.664 Tmax = 0.746, 

AbsCorr = MULTI-SCAN 

Data completeness = 0.980 

Theta(max) = 27.399 

R(reflections) = 0.0556( 3419) 

wR2(reflections) = 0.1567( 5548) 

S = 0.982 

Npar = 290 
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3x 

Bond precision: C-C = 0.0038 A Wavelength = 0.71073 

Cell: a = 9.816(4) b = 17.033(7) c = 14.307(6) 

alpha = 90 beta = 98.619(9) gamma = 90 

Temperature: 173 K 

 Calculated Reported 

Volume 2365.1(17) 2364.9(18) 

Space group P 21/c P 1 21/c 1 

Hall group -P 2ybc -P 2ybc 

Moiety formula C27 H26 Cl N O3 S C27 H26 Cl N O3 S 

Sum formula C27 H26 Cl N O3 S C27 H26 Cl N O3 S 

Mr 480.00 480.00 

Dx,g cm-3 1.348 1.348 

Z 4 4 

Mu (mm-1) 0.280 0.280 

F000 1008.0 1008.0 

F000’ 1009.48  

h,k,lmax 12,21,17 12,21,17 

Nref 4867 4799 

Tmin,Tmax 0.960,0.978 0.573,0.745 

Tmin’ 0.948  

Correction method = # Reported, T Limits: Tmin = 0.573 Tmax = 0.745 

AbsCorr = MULTI-SCAN 

Data completeness = 0.986 

Theta(max) = 26.418 

R(reflections) = 0.0488( 3447) 

wR2(reflections) = 0.1469( 4799) 

S = 1.018 

Npar = 300 
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11a 

Bond precision: C-C = 0.0044 A Wavelength = 0.71073 

Cell: a = 8.2873(3) b = 11.2154(6) c = 13.2137(6) 

alpha = 104.220(2) beta = 107.154(2) gamma = 107.165(2) 

Temperature: 100 K 

 Calculated Reported 

Volume 1044.15(9) 1044.15(8) 

Space group P -1 P -1 

Hall group -P 1 -P 1 

Moiety formula C23 H24 Cl N O3 S C23 H24 Cl N O3 S 

Sum formula C23 H24 Cl N O3 S C23 H24 Cl N O3 S 

Mr 429.94 429.94 

Dx,g cm-3 1.367 1.367 

Z 2 2 

Mu (mm-1) 0.308 0.308 

F000 452.0 452.0 

F000’ 452.72  

h,k,lmax 10,14,16 10,14,16 

Nref 4270 4227 

Tmin,Tmax 0.971,0.991 0.403,0.745 

Tmin’ 0.955  

Correction method= # Reported, T Limits: Tmin = 0.403 Tmax = 0.745,AbsCorr = 

MULTI-SCAN 

Data completeness = 0.990 

Theta(max) = 26.374 

R(reflections) = 0.0572( 3022) 

wR2(reflections) = 0.1364( 4227) 

S = 1.032 

Npar = 263 

 


