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“S1. 1H NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y”.  

 

“S2. 13C NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y”.  
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“S3. 2D 1H-13C HSQC NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y”. 

 
“S4. 2D 1H-1H TOCSY NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y”. 
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“S5. 2D 1H-1H NOESY NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y”. 

 
“S6. 2D 1H-13C HMBC NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y”. 
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“S7. 1H NMR (600 MHz, CDCl3) spectrum of kahalalide Y at different temperatures 
1 at 40 0C, 2 at 35 0C, 3 at 30 0C and 4 at 25 0C”.  

 

“S8. 2D 1H-1H TOCSY NMR (600 MHz, DMSO-d6) spectrum of kahalalide Y at 40 0C 
showing amide protons region”. 

 



 6

“S9. HRESIMS spectrum of kahalalide Y”.  

 

 

 

 

 

 

 

 

 

 

 

 



 7

“S10. Measured rfV and other properties of the 25 lowest energy R stereoisomer conformers”.

 

 

  

 

 

 

 

                                                 

* Root Mean Square Deviation  

ID Potential Energy 
kJ/mol 

rfV       
(Å)  

RMSD*  
(Å) 

∆G  
kJ/mol 

Boltzmann Population 
(%) 

1 −684.9 10.1 0.1 0.0 23.6 
2 −681.7 10.1 1.0 3.1 6.6 
3 −681.0 10.3 0.2 3.8 5.1 
4 −680.3 9.9 0.2 4.5 3.8 
5 −679.9 9.9 0.2 4.1 3.2 
6 −679.8 9.9 0.5 5.0 3.1 
7 −679.5 9.9 0.1 5.3 2.7 
8 −679.3 9.9 0.1 5.5 2.5 
9 −679.1 9.9 0.7 5.8 2.3 
10 −678.9 10.1 0.4 5.9 2.1 
11 −678.7 10.1 0.5 6.2 1.9 
12 −678.6 10.0 0.2 6.3 1.8 
13 −678.5 10.0 0.1 6.3 1.8 
14 −678.3 10.0 0.1 6.6 1.6 
15 −678.3 10.0 0.2 6.6 1.6 
16 −678.2 10.0 0.1 6.6 1.6 
17 −677.9 10.0 0.3 6.9 1.4 
18 −677.8 10.0 0.7 7.0 1.4 
19 −677.2 9.9 0.1 7.6 1.1 
20 −677.1 10.1 0.7 7.7 1.0 
21 −677.1 9.9 0.1 7.7 1.0 
22 −676.9 9.2 0.9 7.9 1.0 
23 −676.9 9.9 0.2 7.9 0.9 
24 −676.8 9.9 0.1 8.0 0.9 
25 −676.8 9.4 0.2 8.1 0.9 
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“S11. Measured rfV and other properties of the 25 lowest energy S stereoisomer conformers”. 

ID Potential Energy  
kJ/mol 

rfV       
(Å) 

RMSD*     
(Å) 

∆G 
kJ/mol 

Boltzmann Population 
(%) 

1 −730.0 4.7 0.2 0.0 15.0 
2 −728.4 5.4 0.0 1.6 7.8 
3 −728.3 5.4 0.1 1.6 7.8 
4 −728.2 5.4 0.1 1.7 7.5 
5 −728.1 5.1 0.6 1.8 7.1 
6 −727.8 5.5 0.2 2.2 6.1 
7 −727.2 5.0 0.2 2.7 5.0 
8 −726.5 5.7 0.5 3.4 3.8 
9 −726.3 5.9 0.7 3.6 3.4 
10 −726.1 5.4 0.1 3.8 3.1 
11 −725.9 5.3 0.4 4.1 2.8 
12 −724.7 5.8 0.6 5.3 1.7 
13 −724.2 6.2 0.2 5.7 1.4 
14 −724.1 5.9 0.4 5.8 1.4 
15 −724.1 4.6 0.1 5.9 1.4 
16 −724.0 5.8 0.3 5.9 1.3 
17 −723.9 5.9 0.2 6.0 1.3 
18 −723.8 5.9 1.5 6.1 1.2 
19 −723.6 6.0 0.3 6.3 1.2 
20 −723.5 4.9 0.7 6.5 1.1 
21 −723.3 6.1 0.3 6.7 1.0 
22 −723.2 5.7 0.8 6.8 1.0 
23 −722.8 5.4 0.2 7.2 0.8 
24 −722.5 5.4 0.2 7.4 0.7 
25 −722.3 5.8 0.6 7.6 0.7 
 

 

                                                 

* Root Mean Square Deviation  


