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LAMPIRAN 1 

TANAMAN KUMIS KUCING 

 

 

 
 

Gambar VII.1 Tanaman Kumis Kucing (Orthosiphon stamineus Benth) 
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LAMPIRAN 2 

ALUR PENELITIAN ANALISIS SIFAT FISIKOKIMIA DAN 

FARMAKOKINETIK 

 

 

 

http://scfbio-iitd.res.in 

Menginput file (.pdb) 

Submit 

Gambar VII.2 Analisis fisikokimia berdasarkan 

Lipinski Rule Of Five 

http://preadmet.bmdrc.org/ 

Menggambar struktur 2D 

senyawa uji 

Submit 

Gambar VII.3 Analisis farmakokinetik 

PreADMET 

http://scfbio-iitd.res.in/
http://scfbio-iitd.res.in/
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LAMPIRAN 2 

(LANJUTAN) 

 

 

 

  

Struktur senyawa 

Pilih metode 

Memasukkan Canonical SMILES 

- Method > select a decision tree > 

Kroes TTC decision tree > Ok 

- Method > select a decision tree > 

Carcinogenicity by ISS  > Ok 

- Method > select a decision tree > 

In Vitro Mutagenicity > Ok 

 

Analisis 

Gambar VII.4 Analisis toksisitas menggunakan Toxtree® 
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LAMPIRAN 3 

ALUR PENELITIAN SIMULASI MOLECULAR DOCKING 

 

   

 

 

 

 

 

 

 

 

  

Makromulokul 

- Diunduh dari PDB (resolusi <2Ǻ, 

homo sapiens, tidak mutasi) 

Reseptor Ligan 

- Dilakukan preparasi  menggunakan 

Discovery Studio Visualizer® 

 

- File>Open>masukkan 

makromolekul yang sudah diunduh 

- Script>Visualization>Publication 

Quality 

- Script>Selection>Select Water 

Molecul>Delete 

Script>Selection>Select Ligand 

>Delete 

- File>Save as>(reseptor.pdb) 

 

- File>Open> masukkan 

makromolekul yang sudah diunduh 

- Script>Visualization>Publication 

Quality 

- Script>Selection>Select Water 

Molecul>Delete 

Script>Selection>Select Protein 

Chains>Delete 

- File>Save as>(ligan.pdb) 

 

Preparasi reseptor dan ligan 

Validasi metode 
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LAMPIRAN 3 

(LANJUTAN) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

- File>Read Molecul> 

reseptor.pdb>Open 

- Edit>Changes>add 

Kollman Charges>Ok 

- Edit>Hydrogen>add>P

olar Only>Ok 

- Grid>Macromolecul>Ch

oose>klik 

“reseptor”>Select 

Molecul>file name 

“reseptor.pdbqt” 

Validasi metode 

- Dilakukan menggunakan AutoDock Tools  

Preparasi Ligan 

- File>Read Molecul> ligan.pdb>Open 

- Edit>Changes>Compute 

Gestaiger>Ok 

- Edit>Hydrogen>add>all 

hydrogen>Ok 

- Edit>Hydrogen>Marge non 

polar>Continue 

- Ligand>Input>Choose> klik 

“ligan”>Select Molecul for 

AutoDoock>Ok 

- Ligan>Torsion Tree>Detect Root 

- Ligan>Torsion Tree>Choose Root 

- Ligan>Torsion Tree>Choose Torsion 

- Ligan>Torsion Tree>Set Number Of 

Torsion 

- Ligan>save as “ligan.pdbqt” 

Pengaturan Grid box 

- File>Read Molecul>Ctrl 

(ligan.pdbqt;reseptor.pdbqt) 

- Grid>Macromolecul>Choose>Klik 

“reseptor>Select Molecul>Yes>Ok 

- Grid>Set Map Types>Choose Ligand>Klik 

“ligan”>Select Ligand 

- Grid>Grid box> Center>Center On ligand>Atur 

volume & spacing>Close Saving Current 

- Grid>Output>Save name “dock.gpf” 

Simulasi Molecular Docking 

Preparasi Reseptor 
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LAMPIRAN 3 

(LANJUTAN) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

- File>Prefference>Set>Copy Paste alamat 

penyimpanan ke Startup directory>Set>Dissmis 

- Docking>Macromolecul>Set Rigid File 

name”reseptor.pdbqt” 

- Docking>Ligand>Choose>Klik “ligan”>Select 

Ligan>Accept 

- Docking>Search Parameter>Genetic 

Algorithm>Number Of GA Runs (100)>Accept 

- Docking>Docking Parameter>Use 

Defuult>Accept 

- Docking>Output>Lamarckian GA (4.2)> Save 

as “dock.dpf” 

Pengatur Parameter Docking 

Metode Lamarckian GA 

Optimasi ligan 

- Dilakukan menggunakan ChemDraw 

Professional 15.0® 

- File>Open>Gambar Struktur>Edit>Get 3D 

Model>Edit Chem 3D xml Object 

- Calculasion>MM2>Minimize 

Energy>Run>Save Copy As “ligan.pdb” 

Simulasi Molecular Docking 
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(LANJUTAN) 

 

 

 

 

 

 

 

 

Gambar VII.5 Alur Penelitian Molecular Docking 

 

 

 

 

 

 

 

 

 

 

Running 

- Run>Autogrid>Browser program 

pathname>masukkan autogrid4>input file 

“dock.gpf”>”autpgrid4.exe-P dock.gpf-1 

dock.glg&>Launch 

- Run>Autodock>Browser program 

pathname>masukkan autdock4>input file 

“dock.dpf”>” autodock4.exe-P dock.gpf-1 

dock.glg&>Launch 

 
Hasil Berupa File “dock.dlg” 
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LAMPIRAN 4 

SITUS DAN APLIKASI 

 

 
Gambar VII.6 Tampilan Situs Lipinski Rule of Five 

 

 
Gambar VII.7 Tampilan Situs PreADMET 
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LAMPIRAN 4 

(LANJUTAN) 

 

 
Gambar VII.8 Tampilan Situs Protein Data Bank (PDB) 

 

 
Gambar VII.9 Tampilan Situs PubChem 
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LAMPIRAN 4 

(LANJUTAN) 

 

 
Gambar VII.10 Tampilan Aplikasi Discovery Studio Visualizer® 

 

 
Gambar VII.11 Tampilan Aplikasi ChemDraw Professional 15.0® 
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LAMPIRAN 4 

(LANJUTAN) 

 

 
Gambar VII.12 Tampilan Aplikasi AutoDock Tools® 

 

Gambar VII.13 Tampilan Aplikasi Notepad++® 
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LAMPIRAN 5 

RESIDU ASAM AMINO 

 

Tabel VII.1 

Residu asam amino simulasi molecular docking senyawa turunan flavonoid 

tanaman kumis kucing (Orthosiphon stamineus Benth.) terhadap reseptor ID 2F70 

 

No. Senyawa Resisu Asam Amino 

1 Cirsimaritin 

ARG A:221, ASP A:48, PHE A:182, CYS 

A:215, ALA A:217, TYR A:46, VAL A:49, 

ASP A:181 

2 Eupatorin  
ASP A:48, ALA A:217, ILE A:219 ,TYR 

A:46, VAL A:49 

3 Ladanein 

ARG A:221, ALA A; 217, TYR A:46, GLY 

A:220 , ASP A:48,  CYS A:215, ALA :217 , 

TYR A:46, PHE A:182, ASP A:181 

4 Luteolin  
ARG A:221, SER A:216, VAL A:49, TYR 

A:46,   ALA A:217, ASP A:181 

5 Quersetin  

ASP A:48, ALA A:217, PHE A:182, CYS 

A:215, ALA A:217, ILE A:219, VAL A:49, 

ASP A:181, ARG A:221  

6 Salvigenin 

ASP A:48, ARG A:221, SER A:216, ALA 

A:217, ILE A:219, TYR A:46, VAL A:49, 

ASP A:181, ARG A:221 

7 Sinensetin  
ASP A:48, GLY A:220, VAL A:49, TYR 

A:46,    PHE A:182 

8 
4’hydroxy-5,6,7-

trimethoxyflavone 

ARG A:221, ALA A:217, CYS A:215,  CYS 

A:215, TYR A:46,   ALA A:217, VAL A:49,  

ASP A:181 

9 
4’, 5,6,7-

tetramethoxyflavone  

ARG A:221, ASP A:48, ALA A;217, ILE 

A:219, VAL A:49 

10 
5-hydroxy-6,7,3,4’-

tetramethoxyflavone 

ASP A:181, ASP A:48, SER A:216, GLY 

A:220, TYR A:46, PHE A:182, ALA A:217,    

TYR A:46, VAL A:49 

11 
6-hydroxy-5,7,4’-

trimethoxyflavone  

ASP A:181, ASP A:48, SER A:216, GLY 

A:220, TYR A:46, ALA A:217, ILE A:219, 

VAL A:49, ARG A:221 
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LAMPIRAN 5 

(LANJUTAN) 

 

Tabel VII.2 

Residu asam amino simulasi molecular docking senyawa turunan flavonoid 

tanaman kumis kucing (Orthosiphon stamineus Benth.) terhadap reseptor ID 

4YVP 

 

No. Senyawa Resisu Asam Amino  

1 Cirsimaritin 

TYR B:55, TYR B:216, HIS B:117, TYR B:24, 

TRP B:227, TRP B:86, LEU B:54, LEU B:308, 

PHE B:118 

2 Eupatorin  

GLU B:224, ASN A:167, TRP B:227, TYR B:24, 

TRP B:227, LEU B:54, LEU B:308, HIS B:117, 

HIS B:117 

3 Ladanein 
LEU B:54, TYR B;55, TRP B:227, TYR B:24, 

LEU B:54, VAL B:128 

4 Luteolin  

HIS B:117, GLU B;224, LEU B:54, TRP B:86, 

PHE B:118, LEU B:308, TRP B:227, PHE B:118, 

TYR B:24  

5 Quersetin  
HIS B:117, GLU B:224, LEU B:54, TRP B:86, 

PHE B:118, LEU B:308, TRP B:227 

6 Salvigenin LYS B:31, TRP B:227, TYR B:24, LEU B:54 

7 Sinensetin  
GLU B:224, LEU B:54, ALA B:25, TRP B:227, 

LEU B:54, HIS B:222 

8 
4’hydroxy-5,6,7-

trimethoxyflavone 

LYS B:31, HIS B:222, TRP B:227, TYR B:24,    

LEU B:54 

9 
4’, 5,6,7-

tetramethoxyflavone  
LYS B:31, ASN B:56, TYR B:24, LEU B:54 

10 
5-hydroxy-6,7,3,4’-

tetramethoxyflavone 

HIS B:222, ALA B:25, TRP B:227, TYR B:24,  

LEU B:54 

11 
6-hydroxy-5,7,4’-

trimethoxyflavone  
LYS B:31, TRP B:227, TYR B:24,  LEU B:54 
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(LANJUTAN) 

 

Tabel VII.3 

Residu asam amino simulasi molecular docking senyawa turunan flavonoid 

tanaman kumis kucing (Orthosiphon stamineus Benth.) terhadap reseptor ID 

4YVX 

 

No. Senyawa Resisu Asam Amino  

1 Cirsimaritin 
GLU B:192, SER B:221, TYR B:23, PHE B:306, 

TRP B:227, TYR B:24 

2 Eupatorin  
LEU B:54, LYS B:207, ASP B:204, SER B:32, 

SER B:208, LEU B:63 

3 Ladanein LEU B:54, LYS B:207, SER B:32, ASP B:204 

4 Luteolin  
ASN B:167,  HIS B:117, TYR B:55, LEU B:54, 

TYR B:216, PHE B:306, TRP B:227, LEU B:54B 

5 Quersetin  
LEU A:35, LYS B:207, SER A:32, LYS B:207, 

SER B:208, GLU A:59 

6 Salvigenin 
LEU A:35, LYS B::207, ASP B:204, GLU A:59, 

LEU A:63 

7 Sinensetin  HIS B:117, LEU B:54, TRP B:227, TRP B:55 

8 
4’hydroxy-5,6,7-

trimethoxyflavone 

LYS A:105, GLN A:60, ASP B:204, LEU A:35, 

GLU A:59, LYS B:207, ASP B:204 

9 
4’, 5,6,7-

tetramethoxyflavone  
LYS A:105, GLU A:59, LYS B:207, ASP B:204 

10 
5-hydroxy-6,7,3,4’-

tetramethoxyflavone 

LYS A:105, LEU A:63, LEU A:35, LYS B:207, 

SER A:32, SER B:208, LYS B:207 

11 
6-hydroxy-5,7,4’-

trimethoxyflavone  
LEU A:35, LYS B:207 
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