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DAFTAR LAMPIRAN 
 

Lampiran 1. Daftar Senyawa Uji yang Digunakan Pada Penelitian 

Kode Senyawa Struktur 2D Struktur 3D 

 

 

 

 

S01 

 
 

 1,3-Propanediol  
 

 

 

S02 

  

 1-Octanol  
 

 

 

S03 

  

 2,4-di-tert-butylphenol  
 

 

 

S04 

 

 

 2-Phenylethanol  
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S05 

 

 
 4-Ethylguaiacol  
 

 

 

S06 

 

 
 4-Ethylphenol  
 

 

 

S07 

 

 
 Benzaldehyde  
 

 

 

S08 

 

 
 Benzyl alcohol  
 

 

 

S09 

  
 ButylHydroxytoluene  
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S10 

 

 

 Diethyl Succinate  

 

 

 

S11 

 
 

 Ethyl Benzenepropanoate  
 

 

 

 

S12 

  

 Ethyl Butanoate  

 

 

 

S13 

 
 

 Ethyl Decanoate  
 

 

 

S14 

  
 Ethyl Hexanoate  
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S15 

 
 

 Ethyl Heptanoate  
 

 

 

S16 

 
 

 Ethyl Octanoate  
 

 

 

S17 

  

 Furfural  

 

 

 

S18 

 
 

 Hexanal  

 

 

 

S19 

 
 

 Isoamyl Acetate  
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S20 

  

 Methyl Octanoate  

 

 

 

S21 

  

 Nonanoate  

 

 

 

 

S22 

  
 Styrene  
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Lampiran 2. Visualisasi 2D dan 3D Interaksi Penambatan Molekul Ligan Uji 

NL 
 

Hidrogen interaction = 4 

ASP616,ASP282, ARG600,ALA284 

Hidrofobik interaction =  

 

ACR 

 

Hidrogen interaction = 3 

ASP404,ASP616, ALA284 

Hidrofobik interaction = 0 

 

MGL 
 

Hidrogen interaction = 3 

ASP616, ASP404, ALA284 

Hidrofobik interaction = 0 

 

S02 
 

Hidrogen interaction = 2 

TRP613, ASP616 

Hidrofobik interaction =7 

LEU405, TRP376, TRP516, PHE649, TRP481, ILE441, 

HIS674 
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S03 
 

Hidrogen interaction = 1 

ASP404 

Hidrofobik interaction = 4 

TRP481, HIS674, PHE649, TRP613 

 

S04 
 

Hidrogen interaction = 2 

ASP616, TRP613 

Hidrofobik interaction = 2 

PHE649, TRP376 

 

S05 
 

Hidrogen interaction = 1 

ARG672 

Hidrofobik interaction = 2 

PHE649, TRP376 

 

S06 
 

Hidrogen interaction = 2 

ASP616, ARG600 

Hidrofobik interaction =7 

PHE649, TRP613, TRP481, HIS674,TRP376, ILE441, 

LEU405 

 

S07 
 

Hidrogen interaction = 1 

ARG672 

Hidrofobik interaction = 1 

PHE649 
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S08 
 

Hidrogen interaction = 2 

ASP518 

Hidrofobik interaction = 3 

TRP481, TRP376, PHE649 

 

 

S09 
 

Hidrogen interaction = 2 

ASP616, TRP613 

Hidrofobik interaction = 0 

 

S10 
 

Hidrogen interaction = 1 

ARG600 

Hidrofobik interaction = 0 

 

S11 
 

Hidrogen interaction = 0 

Hidrofobik interaction = 3 

TRP481, PHE649, TRP613 

 

S12 
 

Hidrogen interaction = 0 

Hidrofobik interaction =7 

TRP613, HIS674, TRP516,PHE649, TRP481, LEU405, 

ILE441 
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S13 
 

Hidrogen interaction = 0 

Hidrofobik interaction =7 

TRP376, LEU678, LEU677, TRP516, PHE649, TRP481, 

TRP613 

 

S14 
 

Hidrogen interaction = 4 

TRP481, ASP282, ARG600, ASP616 

Hidrofobik interaction =5 

TRP376, HIS674, TRP516, TRP613, PHE649 

 

S15 
 

Hidrogen interaction =1 

TRP481 

Hidrofobik interaction =5 

HIS674, PHE649, TRP613, TRP516, ASP443 

 

S16 
 

Hidrogen interaction =1 

ARG672 

Hidrofobik interaction =1 

TRP516 
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S18 
 

Hidrogen interaction =2 

ARG672, TRP613 

Hidrofobik interaction =4 

TRP376, LEU405, TRP481, ILE441  

 

S19 
 

Hidrogen interaction =2 

ARG672, TRP613 

Hidrofobik interaction =3 

TRP481, LEU405, ILE441 

 

S20 
 

Hidrogen interaction =1 

ARG600 

Hidrofobik interaction =5 

ILE441, TRP376, TRP481, LEU405, PHE649 

 

S21 
 

Hidrogen interaction =2 

LEU678, LEU677 

Hidrofobik interaction =4 

TRP481, PHE649, TRP376, LEU405 

 

S22 
 

Hidrogen interaction =0 

Hidrofobik interaction =3 

PHE649, HIS674, TRP613 
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Lampiran 3. Analisis pergerakan ligan alami dan ligan uji per-ns 

  

 

0 ns 10 ns 20 ns 

   

30 ns 40 ns 50 ns 

 

 

 

60 ns 70 ns 80 ns 

 

  

90 ns 100 ns  
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Lampiran 4. Analisis pergerakan ligan alami dan ligan uji S3 per-ns 

 

 

 

0 ns 10 ns 20 ns 

 

  

30 ns 40 ns 50 ns 

   

60 ns 70 ns 80 ns 

  

 

90 ns 100 ns  
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Lampiran 5. Analisis pergerakan ligan alami dan ligan uji S09 per-ns 

   

0 ns 10 ns 20 ns 

   

30 ns 40 ns 50 ns 

   

60 ns 70 ns 80 ns 

 

 

 

90 ns 100 ns  
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Lampiran 6. Analisis pergerakan ligan alami dan ligan uji S11 per-ns 

   

0 ns 10 ns 20 ns 

 

  

30 ns 40 ns 50 ns 

 

  

60 ns 70 ns 80 ns 

 

 

 

90 ns 100 ns  

 

 

 

 

 

 



59 
 

 
 

Lampiran 7. Fluktuasi Residu di Sekitar Atom 
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Lampiran 8. MMGBSA 

 

Lampiran 9. Hasil Visualisasi VMD Docking Senyawa Uji 

LU 

 

S03 
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S09 

 

S11 
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