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1. X-Ray Structures and Crystal Data of (Ra,S,S)-1d 

 

Table S1. Crystal data and structure refinement for (Ra,S,S)-1d 

Bond precision:         C-C = 0.0105 A          Wavelength = 1.54178 

Cell:                a = 19.3333 (8)      b = 13.2563 (5)      c = 24.6689 (10) 

alpha = 90         beta = 108.952          gamma = 90 

Temperature:         170 K 

 Calculated Reported 

Volume 5979.6 (4) 5979.6 (4) 

Space group P 21  P 1 21 1 

Hall group P 2yb P 2yb 

Moiety formula C51 H46 N2 O2 C51 H46 N2 O2 

Sum formula C51 H46 N2 O2 C51 H46 N2 O2 

Mr 718.90 718.90 

Dx, g cm-3 1.198 1.198 

Z 6 6 

Mu (mm-1) 0.559 0.559 

F000 2292.0 2292.0 
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F000’ 2298.17  

h,k,lmax 23,15,29 23,15,29 

Nref 22018[11526] 21886 

Tmin, Tmax 0.865,0.904 0.547,0.753 

Tmin’ 0.865  

Correction method = # Reported T Limits: Tmin = 0.547Tmax = 0.753 

AbsCorr = MULTI-SCAN 

Data completeness = 1.90/0.99 Theta (max) = 68.488 

R (reflections) = 0.0802(19537) wR2 (reflections) = 0.2237(21886) 

S = 1.028Npar = 1498 
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2. Copies ofNMR and HPLC spectra 

 
5a1H NMR (400 MHz, DMSO) 

 
5a13C NMR (100 MHz, DMSO) 
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5b1H NMR (400 MHz, DMSO) 

 
5b13C NMR (100 MHz, DMSO) 
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(Ra,S,S)-1a1H NMR (400 MHz, CDCl3) 

 
(Ra,S,S)-1a13CNMR (100 MHz, CDCl3) 
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(Sa,S,S)-1a1H NMR (400 MHz, CDCl3) 

 
(Sa,S,S)-1a13C NMR (100 MHz, CDCl3) 
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(Ra,S,S)-1b1H NMR (400 MHz, CDCl3) 

 
(Ra,S,S)-1b13C NMR (100 MHz, CDCl3) 
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(Sa,S,S)-1b1H NMR (400 MHz, CDCl3) 

 
(Sa,S,S)-1b13C NMR (100 MHz, CDCl3) 
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(Ra,S,S)-1c1H NMR (400 MHz, CDCl3) 

 
(Ra,S,S)-1c13C NMR (100 MHz, CDCl3) 
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(Sa,S,S)-1c1H NMR (400 MHz, CDCl3) 

 
(Sa,S,S)-1c13C NMR (100 MHz, CDCl3) 
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(Ra,4S,4’S,5S,5’S)-1d1H NMR (400 MHz, CDCl3) 

 
(Ra,4S,4’S,5S,5’S)-1d13C NMR (100 MHz, CDCl3) 
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(Sa,4S,4’S,5S,5’S)-1d1H NMR (400 MHz, CDCl3) 

 
(Sa,4S,4’S,5S,5’S)-1d13C NMR (100 MHz, CDCl3) 
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(Ra,S,S)-1e1H NMR (400 MHz, CDCl3) 

 
(Ra,S,S)-1e13C NMR (100 MHz, CDCl3) 
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(Sa,S,S)-1e1H NMR (400 MHz, CDCl3) 

 
(Sa,S,S)-1e13C NMR (100 MHz, CDCl3) 
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(Ra,S,S)-1f1H NMR (400 MHz, CDCl3) 

 
(Ra,S,S)-1f13C NMR (100 MHz, CDCl3) 
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(Sa,S,S)-1f1H NMR (400 MHz, CDCl3) 

 
(Sa,S,S)-1f13C NMR (100 MHz, CDCl3) 
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(Ra,S,S)-1g1H NMR (400 MHz, CDCl3) 

 
(Ra,S,S)-1g13C NMR (100 MHz, CDCl3) 
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(Sa,S,S)-1g1H NMR (400 MHz, CDCl3) 

 
(Sa,S,S)-1g13C NMR (100 MHz, CDCl3) 
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(Ra,4S,4’S,5S,5’S)-1h1H NMR (400 MHz, CDCl3) 

 
(Ra,4S,4’S,5S,5’S)-1h13C NMR (100 MHz, CDCl3) 
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(Sa,4S,4’S,5S,5’S)-1h1H NMR (400 MHz, CDCl3) 

 
(Sa,4S,4’S,5S,5’S)-1h13C NMR (100 MHz, CDCl3) 
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3a 1H NMR (400 MHz, CDCl3) 

 
3a 13C NMR (100 MHz, CDCl3) 
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3b 1H NMR (400 MHz, CDCl3) 

 
3b 13C NMR (100 MHz, CDCl3) 
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3c 1H NMR (400 MHz, CDCl3) 

 

3c 13C NMR (100 MHz, CDCl3) 
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3d 1H NMR (400 MHz, CDCl3) 

 

3d 13C NMR (100 MHz, CDCl3) 
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3d 19F NMR (376 MHz, CDCl3) 

 

3e 1H NMR (400 MHz, CDCl3) 
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3e 13C NMR (100 MHz, CDCl3) 

 

3e 19F NMR (376 MHz, CDCl3) 
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3f 1H NMR (400 MHz, CDCl3) 

 

3f 13C NMR (100 MHz, CDCl3) 
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3g 1H NMR (400 MHz, CDCl3) 

 

3g 13C NMR (100 MHz, CDCl3) 
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3h 1H NMR (400 MHz, CDCl3) 

 

3h 13C NMR (100 MHz, CDCl3) 
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3i 1H NMR (400 MHz, CDCl3) 

 

3i 13C NMR (100 MHz, CDCl3) 
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3i 19F NMR (376 MHz, CDCl3) 

 

3j 1H NMR (400 MHz, CDCl3) 
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3j 13C NMR (100 MHz, CDCl3) 

 

3j 19F NMR (376 MHz, CDCl3) 
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3k 1H NMR (400 MHz, CDCl3) 

 

3k 13C NMR (100 MHz, CDCl3) 
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3l 1H NMR (400 MHz, CDCl3) 

 

3l 13C NMR (100 MHz, CDCl3) 
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3m 1H NMR (400 MHz, CDCl3) 

 

3m 13C NMR (100 MHz, CDCl3) 
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3n 1H NMR (400 MHz, CDCl3) 

 

3n 13C NMR (100 MHz, CDCl3) 
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3o 1H NMR (400 MHz, CDCl3) 

 

3o 13C NMR (100 MHz, CDCl3) 
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3p1H NMR (400 MHz, CDCl3) 

 

3p13C NMR (100 MHz, CDCl3) 
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For a 2.0 mmol scale:  

±3a： 

 

3a： 

 

 
 

 


