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  Table S1- CFF.itp as obtained from SWISS-PARAM 

 

      nr   type   resnr   resid    atom   cgnr   charge    mass  

 

1 NPYL 

 

1 LIG N1 

 

1 0.0476 

 

14.0067 

 

2 C5A 

 

1 LIG C2 

 

2 0.0365 

 

12.011 

 

3 N5B 

 

1 LIG N2 

 

3 -0.5653 

 

14.0067 

 

4 C5B 

 

1 LIG C3 

 

4 0.2902 

 

12.011 

 

5 C5A 

 

1 LIG C4 

 

5 -0.2366 

 

12.011 

 

6 C=O 

 

1 LIG C5 6 0.715 

 

12.011 

 

7 NC=O 

 

1 LIG N3 7 -0.4201 

 

14.0067 

 

8 C=O 

 

1 LIG C6 8 0.69 

 

12.011 

 

9 NC=O 

 

1 LIG N4 9 -0.4231 

 

14.0067 

 

10 CR 

 

1 LIG C1 10 0.2556 

 

12.011 

 

11 O=C 

 

1 LIG O1 11 -0.57 

 

15.9994 

 

12 O=C 

 

1 LIG O2 12 -0.57 

 

15.9994 

 
13 CR 

 

1 LIG C7 13 0.3001 

 

12.011 

 

14 CR 

 

1 LIG C8 14 0.3001 

 

12.011 

15 HCMM 

 

1 LIG H1 15 0 

 

1.0079 

16 HCMM 

 

1 LIG H2 16 0 1.0079 

17 HCMM 

 

1 LIG H3 17 0 1.0079 

18 HCMM 

 

1 LIG H4 18 0.15 1.0079 

19 HCMM 

 

1 LIG H5 19 0 1.0079 

20 HCMM 

 

1 LIG H6 20 0 1.0079 

21 HCMM 1 LIG H7 21 0 1.0079 
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22 HCMM 

 

1 LIG H7 22 0 1.0079 

23 HCMM 

 

1 LIG H9 23 0 1.0079 

24 HCMM 

 

1 LIG H10 24 0 1.0079 

 

 

 

 

 

The topology file for the ligand has been retrieved from SWISS-PARAM which is readable by 

GROMACS. This helps in combining coordinates of protein and ligand together in one topology 

file for the simulation of Protein-Ligand complex.  
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Figure S1: Correlation between the theoretical and experimental NMR chemical shifts for Cα and 

Cβ atoms of Aβ42 protofibril structure is shown in panel a, and b, respectively. The unit of NMR 

chemical shift is ppm 
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Figure S2: Comparison of simulated 3JHN-Hα coupling constants of the Aβ42 residues (red) with 

experimental measurements 
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Figure S3: Statistical significance of all three simulation runs by Mean and standard deviation 

across Rg for all three sets in Aβ-CFF for 100 ns.  
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Table S2: Secondary structure component statistics for Aβ17-42 protofibril–Caffeine complex with 

three sets of simulations 

The helixα is the sum of α– and 310– helices 

 

 

 

 

 

 

 

 

 

 

 

A movie showing destabilization effect of caffeine on Aβ protofibril 

 


