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GENERAL INFORMATION 
1H and 13C Nuclear Magnetic Resonance (NMR) spectra were recorded on a Bruker 
Advance III HD 400 MHz NMR spectrometer at 400 and 101 MHz, respectively. 
Tetramethylsilane (d 0.00 ppm) was used as a reference to determine the chemical shift d 
[ppm] as an internal standard in CDCl3 and CD3OD or relative to the CDCl3 signal (d 77.0 
ppm) in 13C NMR spectra. When spectra were measured in D2O, a solution of 
tetramethylsilane in CDCl3 in a sealed capillary was used as an external standard for 
calibration. The coupling constants J [Hz] were measured from one-dimensional 1H-NMR 
spectra. Full or partial assignments were made by standard COSY, HSQC, and TOCSY 
experiments. High-resolution mass spectra were recorded using electrospray ionization 
mass spectrometry (ESI-MS) on a high-resolution JEOL AccuTOF mass spectrometer.  

 

ABBREVIATIONS USED 
 
COSY Correlated Spectroscopy 
HR ESI-TOF-MS High Resolution Electrospray Ionization Time-of-Flight Mass Spectrum 
HSQC Heteronuclear Single Quantum Coherence 
m/z Mass-to-Charge Ratio 
NMR Nuclear Magnetic Resonance 
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Figure S1: 1H NMR spectrum of compound 3, (400 MHz, in CDCl3) 
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Figure S2: 13C NMR spectrum of compound 3 (101 MHz, in CDCl3) 
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Figure S3: COSY NMR spectrum of compound 3 (400 MHz, in CDCl3) 
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Figure S4: HSQC NMR spectrum of compound 3 (in CDCl3) 
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Figure S5: HR ESI-TOF mass spectrum of compound 3 
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Figure S6: Actual and simulated HR ESI-TOF mass spectrum of compound 3 
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Figure S7: 1H NMR spectrum of compound 4 (400 MHz, in CDCl3) 
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Figure S8: 13C NMR spectrum of compound 4 (101 MHz, in CDCl3) 
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Figure S9: COSY NMR spectrum of compound 4 (in CDCl3) 
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Figure S10: HSQC NMR spectrum of compound 4 (in CDCl3) 
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Figure S11: HR ESI-TOF mass spectrum of compound 4 
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Figure S12: Actual (top) and simulated (bottom) HR ESI-TOF mass spectrum of compound 4 
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Figure S13: 1H NMR spectrum of compound 5 (400 MHz, in methanol-d4) 
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Figure S14: 13C NMR spectrum of compound 5 (101 MHz, in methanol-d4) 

5

O

O

OHO

HO OAll

O

BzO
BzO

OHHO

O

OBz

OBz

HO OH



 

S18 
 

 

Figure S15: COSY NMR spectrum of compound 5 (in methanol-d4) 
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Figure S16: HSQC NMR spectrum of compound 5 (in methanol-d4) 

5

O

O

OHO

HO OAll

O

BzO
BzO

OHHO

O

OBz

OBz

HO OH



 

S20 
 

 
Figure S17: HR ESI-TOF mass spectrum of compound 5 
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Figure S18: Actual (top) and simulated (bottom) HR ESI-TOF mass spectrum of compound 5 
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Figure S19: 1H NMR spectrum of compound 6 (in methanol-d4) 
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Figure S20: 13C NMR spectrum of compound 6 (in methanol-d4) 
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Figure S21: HR ESI-TOF mass spectrum of compound 6 
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Figure S22: Actual (top) and simulated (bottom) HR ESI-TOF mass spectrum of compound 6 
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Figure S23: 1H NMR spectrum of compound (G11S)2 (400 MHz, in D2O) 
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Figure S24: 13C NMR spectrum of compound (G11S)2 (101 MHz, in D2O) 
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Figure S25: COSY NMR spectrum of compound (G11S)2 (400 MHz, in D2O) 
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Figure S26: HSQC NMR spectrum of compound (G11S)2 (in D2O) 
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Figure S27: HR ESI-TOF mass spectrum of compound (G11S)2 
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Figure S28: Actual (top) and simulated (bottom) HR ESI-TOF mass spectrum of compound (G11S)2 

 




