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Figure S1. Raw fluoresce data were performed using 3.25 × 10−4 to 0.13 wt % peptide in 9 × 10−5 wt % 

pyrene solution to compounds (A) for 1 and (B) for 2. 

Figure S2. Cylinder and bilayer SAXS models were used to analyze the data, where  and  are the 𝛿𝑇 𝛿𝐻

thickness of the hydrophobic and hydrophilic region, respectively, whereas  is the scattering length Δ𝜌

contrast of the hydrophilic region relative to the hydrophobic one, i.e.,
Δ𝜌=

𝛿𝐻
𝛿𝑇
.
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Figure S3. (A) Picture of the Elman’s test for 2 in different AcTh concentrations. (B) The absorbance is a 

function of the wavelength for different AcTh amounts. 
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Figure S4.: NEB-CI energy profile with 11 images of AcTh breakage into an acetyl proline and 

thiocholine (Th). Geometries of reactants (left) and product (right) are shown as image inserts. 

The NEB trajectory was previously optimized using def2-SVP from ma-def2-TZVP stationary 

points. The NEB approximation to the transition state has an energy of 12.85 kcal/mol. 

Figure S5. ITC data for molecules 1 and 2 in the presence of PNG and the Carbetamide (Carb).



(A)                                                                     (B)

Figure S6. The kinetic behavior of the absorbance intensity as a function of the time with different 

lipopeptide amounts of (A) 1 and (B) 2, respectively.


