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Figure S1. 1H NMR Spectrum of Compound 10. 

 
Figure S2. 13C NMR Spectrum of Compound 10. 

Modeling of 2nd order coupling effects in Compound 10. To verify the assignment of peaks 
near 7.1 ppm in the 1H NMR spectrum of compound 10 as two strongly coupled doublet-of-doublets, 
the experimentally determined coupling constants and chemical shifts were used to simulate the 
NMR spectrum. This was accomplished using a freely available NMR simulator [1] which could 
accurately model the 2nd order effects inherent from the close spacing of the coupled multiplets [2]. 
The values used for the modeling are as follows: 
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Spin system: ABC 

delta 1 (ppm): 7.1018 

delta 2 (ppm): 7.0848  J1-2 (Hz): 3.65 

delta 3 (ppm): 7.2714  J1-3 (Hz): 1.44  J2-3 (Hz): 4.84 

From: 7.0 to: 7.3 ppm 

Field strength: 400 MHz 

Line width: 0.5 Hz 

 
Figure S3. Comparison of results from modeling of 2nd order coupling effects in the 1H NMR 
spectrum of 10. 

 
Figure S4. 1H NMR Spectrum of Compound T3. 
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Figure S5. 1H NMR Spectrum of Compound T4. 

 
Figure S6. 1H NMR Spectrum of Compound T5. 
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