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Supporting information

Fig. S1 The molecular interactions of hMAGL-NP-6. (The inhibitor was shown in 
ball-and-sticks (green); the active site residues were presented as white sticks. The dash 
lines indicate hydrogen-bond (green) and hydrophobic interactions (light-pink).)



Figure S2. The orientations of the identified inhibitors in the active site of hMAGL. 
The structure of hMAGL is presented as electrostatic surface potential map and the 
inhibitors are shown in sticks (green). The active site residues which surround the 
inhibitors are labeled. The figure was made by using PyMOL2.3.4. (http:// 
www.pymol.org). 

http://www.pymol.org/
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 Figure S3. The molecular dynamics simulations of hMAGL-NP-1 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 
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Figure S4. The molecular dynamics simulations of hMAGL-NP-2 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 
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Figure S5. The molecular dynamics simulations of hMAGL-NP-3 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 
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Figure S6. The molecular dynamics simulations of hMAGL-NP-4 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 
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Figure S7. The molecular dynamics simulations of hMAGL-NP-5 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 
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Figure S8. The molecular dynamics simulations of hMAGL-NP-6 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 
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Figure S9. The molecular dynamics simulations of hMAGL-NP-7 complex.
(A) The total energy as a function of time. (B) The potential energy as a function of 
time. 



Table S1. The result of protein-ligand interaction profiler of hMAGL-NP2 
analyzing by PLIP web tool. 



Table S2. The result of protein-ligand interaction profiler of hMAGL-NP5 
analyzing by PLIP web tool. 



Table S3. The result of protein-ligand interaction profiler of hMAGL-NP3 
analyzing by PLIP web tool. 



Table S4. The result of protein-ligand interaction profiler of hMAGL-NP1 
analyzing by PLIP web tool. 



Table S5. The result of protein-ligand interaction profiler of hMAGL-NP4 
analyzing by PLIP web tool. 



Table S6. The result of protein-ligand interaction profiler of hMAGL-NP7 
analyzing by PLIP web tool. 

Table S7. The result of protein-ligand interaction profiler of hMAGL-NP6 
analyzing by PLIP web tool. 


