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LAMPIRAN 1 

PREDIKSI AKTIVITAS ANTIVIRUS, DRUGLIKENESS DAN ADMET 

 

 

• Menginput canonical SMILES senyawa 

uji  dari laman PubChem  

 

 

Gambar VII. 1 Skema alur prediksi aktivitas antivirus 

 

 

•  

• Diminimized energy pada ChemDraw  

• Disimpan dengan format (.Mol2) 

 

 

 

 

 

Gambar VII. 2 Skema alur prediksi Druglikeness 

 

 

 

 

 

 

 

 

 Menyalin isi file dari notepad 

 

 

Gambar VII. 3 Skema alur prediksi ADMET 

 

 

 

 

(http://way2drug.com/passonline/predict.php) 

Submit 

 File ligan uji 

(http://scfbio.iitd.res.in) 

Submit 

 File ligan uji 

Membuka file format (.SDF) menggunakan notepad 

(http://preadmet.bmdrc.org/) 

Submit 

http://way2drug.com/passonline/predict.php
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LAMPIRAN 2 

PREDIKSI JALUR BIOSINTESIS 

 

 

• Menginput canonical SMILES senyawa uji  dari 

laman PubChem  

• Pengaturan parameter pencarian (angka 

maksimum rute, waktu , kedalaman, level resiko  

dan estimasi harga material) 

 

 Rute yang dipilih ialah rute yang paling mudah 

dengan biaya material paling rendah. 

 

 

 

Gambar VII. 4 Skema alur prediksi biosintesis 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

(https://chemairs.chemicalai.cn/#/) 

Submit 

https://chemairs.chemicalai.cn/#/
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LAMPIRAN 3 

ALUR PENELITIAN SIMULASI MOLECULAR DOCKING  

 

 

 Mengunduh pada laman Protein Data Bank ((Resolusi 

<2Å, tidak bermutasi) 

 

• Menggunakan AutoDock tools® (penghilangan ligan alami, 

molekul air dan residu yang tidak dibutuhkan. Output disimpan 

dalam (.pdb) 

• Menambah muatan kollman dan atom hidrogen polar. Menyimpan 

output dalam (.pdbqt) 

 

• Menyalin canonical SMILES senyawa uji 

• Melakukan optimasi dengan meminimized energy pada software 

Marvin Sketch® 

• Diprotonasi pada PH 7,4 menggunakan Marvin Sketch®. Dengan 

output (.mol2). Dikonversi menjadi .(pdbqt) AutoDock tools®  

 

 

Gambar VII. 5 Skema alur molecular docking senyawa aktif Gycyrrhiza glabra 

 

 

Makromolekul/Reseptor 

Preparation Makromolekul 

Preparation ligan uji 

Validasi metode /Re-docking 
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LAMPIRAN 3 

(LANJUTAN) 

 

 

• Menambahkan muatan gasteiger, atom hidrogen dan menentukan 

torsi pada ligan murni. Output disimpan dalam (.pdbqt) 

 

• Menginput file reseptor murni (.pdbqt) dan ligan murni (.pdbqt) 

pada AutoDock tools lalu menentukan grid box. output disimpan 

dalam grid.txt 

• Membuat file konfigurasi lalu menyimpan output dengan nama 

conf.txt 

• Membuat folder validasi docking  

• Menulis perintah “vina.exe –config conf.txt” pada command 

prompt lalu enter. Hasil docking (ΔG) tersimpan dalam file log.txt  

 

• Dari konformasi terbaik dengan nilai ΔG paling rendah dan 

menghitungnya menggunakan YASARA ®  

 

Gambar VII.5 Lanjutan 

 

 

 

 

 

 

 

 

 

 

Perhitungan RMSD 

Simulasi docking 

Validasi metode /Re-docking 
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LAMPIRAN 3 

(LANJUTAN) 

 

 

•    Menggunakan AutoDock Vina ®. Pertama membuat folder khusus 

untuk docking senyawa uji  

• me-running 

 

• Hasil docking tersimpan pada file log.txt yang memuat nilai (ΔG) 

dianalisis interaksi molekul, dan residu asam amino menggunakan   

Discovery Studio Visualizer ®  

 

Gambar VII.5 Lanjutan 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Analisa Hasil 

Simulasi docking 
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LAMPIRAN 4 

ALUR PENELITIAN SIMULASI MOLECULAR DOCKING SENYAWA SIMILAR 

 

• Menginput canonical SMILES senyawa terpilih hasil docking 

sebelumnya dari laman PubChem  

• Menampilkan hasil pencarian berdasarkan nilai similaritas. 

Mengunduh senyawa hasil pencarian dengan format (.SDF)  

•  

• Menginput canonical SMILES senyawa lalu melakukan prediksi 

aktivitas antivirus   

 

• Menginput canonical SMILES senyawa similar terpilih dari 

STITCH lalu dioptimasi pada software ChemDraw Professional 

15.0® 

• Melakukan Protonasi pada PH 7,4 menggunakan Marvin Sketch®.  

Output dalam format (.mol2). File dikonversi menjadi (.pdbqt) pada 

AutoDock tools®  

 

Gambar VII. 6 Skema alur molecular docking senyawa similar 

 

 

 

 

 

(http://way2drug.com/passonline/predict.php) 

Preparation ligan uji 

Simulasi docking 

(http://stitch.embl.de/) 

http://way2drug.com/passonline/predict.php
http://stitch.embl.de/
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LAMPIRAN 4 

(LANJUTAN) 

 

 

• Menggunakan AutoDock Vina ®  

• Membuat folder khusus untuk docking senyawa uji  

• Menulis perintah “perl Vina_windows.pl” pada command prompt 

lalu enter kemudian “Ligan.txt” dan muncul tampilan sistem sudah 

mulai me-running 

 

• Hasil docking tersimpan otomatis pada file log.txt yang memuat 

nilai ΔG lalu dianalisis interaksi molekul, dan residu asam amino 

menggunakan   Discovery Studio Visualizer ®  

 

Gambar VII.6 Lanjutan 

 

 

 

 

 

 

 

 

 

 

 

 

 

Analisa Hasil 

Simulasi docking 
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LAMPIRAN 5 

ALUR PENELITIAN SIMULASI DINAMIKA MOLEKULER (MD) 

 

• Pengunduhan aplikasi yang dibutuhkan 

• Menghubungkan akun google drive dengan google colab  

• Upload file ligand.pdb dan protein.pdb pada Gdrive 

 

 Penentuan box dan pelarut (TIP3P) juga medan gaya (force 

field) berupa FF19SB untuk protein dan GAFF2 untuk ligand 

  Penambahan ion (netralisasi) menggunakan NaCl 

  

  

 

• Dilakukan pada ansambel NPT (Jumlah konstan partikel, 

Tekanan, dan Suhu) dimana tekanan yang digunakan yaitu 1 

bar dan pada suhu 310°K 

 

 Dilakukan selama 5 ns atau 5000 ps dan suhu 310°K 

 Hasil dianalisis meliputi nilai RMSD dan RMSF  

 

  Gambar VII. 7 Skema alur dinamika molekuler (MD) 

 

 

 

 

 

 

Tahap persiapan  

Persiapan topologi  

Minimize energi 

Equilibration 

Produksi MD  
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LAMPIRAN 6 

STRUKTUR TIGA DIMENSI RESEPTOR 

Tabel VII 1  

Struktur 3D Komplek Reseptor Ligand Main Protease 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

PDB ID Struktur Reseptor 

7RN4 

 

7SI9 
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LAMPIRAN 6 

(LANJUTAN) 

Tabel VII. 1 

 Lanjutan 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

PDB ID Struktur Reseptor 

7DPU 

 

7NG6 

 



187 
 

 

LAMPIRAN 7 

STRUKTUR DUA DIMENSI SENYAWA UJI 

Tabel VII 2  

Rumus Molekul dan Struktur 2D Senyawa Aktif Tanaman Glycyrrhiza glabra 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

1 Naringin C27H32O14 

 

2 Isovextin C21H20O10 

 

3 beta-Amyrin C30H50O 

 

4 
(S)-2,3-

Epoxysqualene 
C30H50O 

 

5 Isomedicarpin C16H14O4 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C27H32O14
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O10
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C16H14O4
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 
 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

6 
Pinocembroside 

 

C21H22O9 

 

7 
Tachioside 

 

C13H18O8 

 

8 
Isotachioside 

 

C13H18O8 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O9
https://pubchem.ncbi.nlm.nih.gov/#query=C13H18O8
https://pubchem.ncbi.nlm.nih.gov/#query=C13H18O8
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

9 Isoliquiritin C21H22O9 

 

10 

Licoricesaponin 

B2 

 

C42H64O15 

 

11 

Licoricesaponin 

E2 

 

C42H60O16 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O9
https://pubchem.ncbi.nlm.nih.gov/#query=C42H64O15
https://pubchem.ncbi.nlm.nih.gov/#query=C42H60O16
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

12 

Licoricesaponin 

J2 

 

C42H64O16 

 

13 
Liquiritic acid 

 

C30H46O4 

 

14 
Liquoric acid 

 

C30H44O5 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C42H64O16
https://pubchem.ncbi.nlm.nih.gov/#query=C30H46O4
https://pubchem.ncbi.nlm.nih.gov/#query=C30H44O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

15 
Araboglycyrrhizin 

 

C41H62O14 

 

16 
Uralsaponin M 

 

C45H64O19 

 

17 

Anaphalisoleanen

oic acid 

 

C30H48O3 

 

18 

 

alpha,beta-

Dihydrorhapontici

n 

 

C21H26O9 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C41H62O14
https://pubchem.ncbi.nlm.nih.gov/#query=C45H64O19
https://pubchem.ncbi.nlm.nih.gov/#query=C30H48O3
https://pubchem.ncbi.nlm.nih.gov/#query=C21H26O9
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

19 
Desoxoglabrolide 

 

C30H46O3 

 

20 
Glycyrrhetic acid 

 

C30H46O4 

 

21 
Liquiritin 

 

C21H22O9 

 

22 
Glycyrrhizin 

 

C42H62O16 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C30H46O3
https://pubchem.ncbi.nlm.nih.gov/#query=C30H46O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O9
https://pubchem.ncbi.nlm.nih.gov/#query=C42H62O16


193 
 

 

LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

23 
Glabranin 

 

C20H20O4 

 

24 
Isobavachalcone 

 

C20H20O4 

 

25 
Dihydrochrysin 

 

C15H12O4 

 

26 
Genkwanin 

 

C16H12O5 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C15H12O4
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

27 
Kaempferol 3-O-

methyl ether 
C16H12O6 

 

28 Albanin A C20H18O6 

 

29 Hispaglabridin A C25H28O4 

 

30 Luteone 

 

C20H18O6 

  

31 

(-)-

Phaseollinisoflava

n 

 

C20H20O4 

 

32 
Prunetin 

 

C16H12O5 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C25H28O4
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

33 Cycloartenol C30H50O 

 

34 
Lupeol 

 

C30H50O 

 

35 
Wogonoside 

 

C22H20O11 

 

36 
Galangin 

 

C16H12O5 

 

37 
Kaempferol 

 

C21H20O11 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C22H20O11
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O5
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O11
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

 Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

38 Licoflavonol C20H18O6 

 

39 
Uralenol 

 

C20H18O7 

 

40 
Puerarin 

 

C21H20O9 

 

41 
Licochalcone B 

 

C16H14O5 

 

42 
Glyinflanin B 

 

C20H18O5 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O7
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O9
https://pubchem.ncbi.nlm.nih.gov/#query=C16H14O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

43 
Glyinflanin A 

 

C25H28O5 

 

44 
Licochalcone C 

 

C21H22O4 

 

45 
Rocymosin B 

 

C21H24O10 

 

46 
Isoglabranin 

 

C20H20O4 

 

47 
Tephrinone 

 

 

C21H22O4 

 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C25H28O5
https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H24O10
https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O4
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

48 
Abyssinone II 

 

C20H20O4 

 

49 
Licoflavanone 

 

 

 

 

C20H20O5 

 

50 

7-Hydroxy-2-

methylisoflavone 

 

C16H12O3  

 

51 
Glycitein 

 

C16H12O5  

 

52 

3'-

Hydroxydaidzein 

 

C15H10O5  

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O5
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O3
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O5
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

53 
7-Acetoxy-2-

methylisoflavone 
C18H14O4 

 

54 
Glyzaglabrin 

 

C16H10O6 

 

55 
Odoratin 

 

C17H14O6 

 

56 
Parvisoflavone A 

 

 

C20H16O6 

 

 

57 

6,8-

Diprenylgenistein 

 

C25H26O5 

 

58 Mulberrofuran A 

 

C25H28O4 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C18H14O4
https://pubchem.ncbi.nlm.nih.gov/#query=C16H10O6
https://pubchem.ncbi.nlm.nih.gov/#query=C17H14O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H16O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H16O6
https://pubchem.ncbi.nlm.nih.gov/#query=C25H26O5
https://pubchem.ncbi.nlm.nih.gov/#query=C25H28O4
https://pubchem.ncbi.nlm.nih.gov/#query=C25H28O4
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

59 Isomucronulatoll C17H18O5 

 

60 
Glabrene 

 

C20H18O4 

 

61 
Sophoraisoflavon

e A 
C20H16O6 

 

62 

Semilicoisoflavon

e  B 

 

C20H16O6 

 

63 
Gancaonin G 

 

C21H20O5 

 

64 
6-C-prenylorobol 

 

C25H26O6  

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C17H18O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O4
https://pubchem.ncbi.nlm.nih.gov/#query=C20H16O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H16O6
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O5
https://pubchem.ncbi.nlm.nih.gov/#query=C25H26O6


201 
 

 

LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

65 

Hydroxywighteon

e 

 

C20H18O6 

 

66 
Lupiwighteone 

 

C20H18O5 

 

67 
Gancaonin L 

 

C20H18O6 

 

68 
2'-

Hydroxyisolupalb

igenin 

C25H26O6 

 

69 
Senegalensin 

 

C25H28O5 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C25H26O6
https://pubchem.ncbi.nlm.nih.gov/#query=C25H28O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

70 

Licopyranocouma

rin 

 

C21H20O7 

 

71 
Licoarylcoumarin 

 

C21H20O6 

 

72 
Gancaonin F 

 

C21H16O6 

 

73 

Afrormosin 7-O-

glucoside 

 

C23H24O10 

 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O7
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O6
https://pubchem.ncbi.nlm.nih.gov/#query=C21H16O6
https://pubchem.ncbi.nlm.nih.gov/#query=C23H24O10
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

74 

7-O-(6''-

malonylglucoside

) 

 

C24H22O14 

 

 

75 

Liquiritigenin 7-

glucoside-4'-

apiosyl-(1->2)-

glucoside 

 

C32H40O18 

 

76 
Kanzonol Z 

 

C25H26O5 

 

77 

Licoagrochalcone 

A 

 

C20H20O4 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C24H22O14
https://pubchem.ncbi.nlm.nih.gov/#query=C32H40O18
https://pubchem.ncbi.nlm.nih.gov/#query=C25H26O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4


204 
 

 

LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

78 

Licoagrochalcone 

B 

 

C21H20O4 

 

79 
Licoagrochalcone 

D 
C21H22O5 

 

80 Kanzonol Y C25H30O5 

 

81 Licoagroaurone C20H18O5 

 

82 
Licoagrone 

 

C45H42O10 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O5
https://pubchem.ncbi.nlm.nih.gov/#query=C25H30O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O5
https://pubchem.ncbi.nlm.nih.gov/#query=C45H42O10
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

83 Licoagrodin C45H44O9 

 

84 

7,4'-Dihydroxy-

3'-

methoxyisoflavan 

 

C16H16O4 

 

85 
Glyasperin F 

 

C20H18O6 

 

86 
Licoagroside A 

 

C23H24O12 

 

87 
Tachiogroside B 

 

C18H24O12 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C45H44O9
https://pubchem.ncbi.nlm.nih.gov/#query=C16H16O4
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C23H24O12
https://pubchem.ncbi.nlm.nih.gov/#query=C18H24O12
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

83 Licoagrodin C45H44O9 

 

84 

7,4'-Dihydroxy-

3'-

methoxyisoflavan 

 

C16H16O4 

 

85 
Glyasperin F 

 

C20H18O6 

 

86 
Licoagroside A 

 

C23H24O12 

 

87 
Tachiogroside B 

 

C18H24O12 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C45H44O9
https://pubchem.ncbi.nlm.nih.gov/#query=C16H16O4
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C23H24O12
https://pubchem.ncbi.nlm.nih.gov/#query=C18H24O12
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

93 
Glyasperin D 

 

C22H26O5 

 

94 
Hirtellanine I 

 

C21H16O7 

 

95 

phaseollinisoflava

n 

 

C20H20O4 

 

96 
Glyurallin B 

 

C25H26O6 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C22H26O5
https://pubchem.ncbi.nlm.nih.gov/#query=C21H16O7
https://pubchem.ncbi.nlm.nih.gov/#query=C20H20O4
https://pubchem.ncbi.nlm.nih.gov/#query=C25H26O6
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

97 

2,3-Dihydro-4-

methylfuran 

 

C5H8O 

 

98 
Glyasperin B 

 

C21H22O6 

 

99 
Eurycarpin A 

 

C20H18O5 

 

100 
Folerogenin 

 

C16H14O6 

 

101 

Glycyrrhisoflavon

e 

 

C20H18O6 

 

102 
Glabrocoumarin 

 

C20H16O5 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C5H8O
https://pubchem.ncbi.nlm.nih.gov/#query=C21H22O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O5
https://pubchem.ncbi.nlm.nih.gov/#query=C16H14O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O6
https://pubchem.ncbi.nlm.nih.gov/#query=C20H16O5
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

103 

Glabroisoflavano

ne A 

 

C20H18O5 

 

104 
Glicophenone 

 

C20H22O6 

 

105 

Isoliquiritin 

apioside 

 

C26H30O13 

 

106 

Docosyl-3,4-

dihydroxy-trans-

cinnamate 

 

C31H52O4 

 

107 
Isoglabrolide 

 

C30H44O4 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C20H18O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H22O6
https://pubchem.ncbi.nlm.nih.gov/#query=C26H30O13
https://pubchem.ncbi.nlm.nih.gov/#query=C31H52O4
https://pubchem.ncbi.nlm.nih.gov/#query=C30H44O4
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LAMPIRAN 7 

(LANJUTAN) 

Tabel VII. 2 

Lanjutan 

No Nama Senyawa 
Rumus 

Molekul 
Struktur Dua Dimensi 

108 
Liqcoumarin 

 

C12H10O4 

 

109 

1-

Methoxyphaseolli

n 

 

C21H20O5 

 

110 
Erybacin B 

 

C19H18O5  

 

111 

Dehydroglyceolli

n I 

 

C20H16O4  

 

112 
Glicoricone 

 

C21H20O6 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C12H10O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O5
https://pubchem.ncbi.nlm.nih.gov/#query=C19H18O5
https://pubchem.ncbi.nlm.nih.gov/#query=C20H16O4
https://pubchem.ncbi.nlm.nih.gov/#query=C21H20O6
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LAMPIRAN 8 

HASIL DOCKING 112 SENYAWA TERHADAP RESEPTOR 7NG6 

Tabel VII 3   

Hasil Docking 7NG6 
 

NO Senyawa ΔG  

Keterangan 

Native 

Ligand 
Molnupiravir Paxlovid 

1 Naringin -8.6 < < < 

2 
alpha,beta-

Dihydrorhaponticin 
-8.1  

< < < 

3 Isomucronulatoll -7.1 < < < 

4 (-)-Phaseollinisoflavan -7,6 < < < 

5 (S)-2,3-Epoxysqualene -5,3 > > > 

6 1-Methoxyphaseollin -1,7 > > > 

7 2,3-Dihydro-4-methylfuran -3,4 > > > 

8 
2'-

Hydroxyisolupalbigenin 
-7,6 

< < < 

9 3'-Hydroxydaidzein -7.1 < < < 

10 
3-Methyl-2-butenyl 6-O-alpha-

L-arabinopyranosyl-beta-D-

glucopyranoside 
-6,7 

< < < 

11 

5,2',4'-Trihydroxy-7-

methoxy-6-

prenylisoflavone 

-7.6 

< < < 

12 6,8-Diprenylgenistein -8,1 < < < 

13 6-C-prenylorobol -8,3 < < < 

14 
7,4'-Dihydroxy-3'-

methoxyisoflavan 
-7,8 

< < < 

15 
7-Acetoxy-2-

methylisoflavone 
-7.4 

< < < 

16 
7-Hydroxy-2-

methylisoflavone 
-7,7 

< < < 

17 
7-O-(6''-

malonylglucoside) 
-7,4 

< < < 

18 Abyssinone II -8.1 < < < 

19 Afrormosin 7-O-glucoside -7.5 < < < 
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LAMPIRAN 8 

(LANJUTAN) 

Tabel VII. 3 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

20 Albanin A -7.8 < < < 

21 
Anaphalisoleanenoic 

acid 
-7.1 

< < < 

22 AraboGlycyrrhizin -7.9  < < < 

23 beta-Amyrin -7.9 < < < 

24 Cycloartenol -6,9 < < < 

25 Dehydroglyceollin I -8,2 < < < 

26 Desoxoglabrolide -7.7  < < < 

27 Dihydrochrysin -6.7 < < < 

28 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
-5.0 

> > > 

29 Erybacin B -7.3 < < < 

30 Eurycarpin A -7.9 < < < 

31 Folerogenin  -7.0 < < < 

32 Galangin -7.2  < < < 

33 Gancaonin F -8.3   < < < 

34 Gancaonin G -7,2 < < < 

35 Gancaonin L -7.8 < < < 

36 Genkwanin -7.2 < < < 

37 Glabranin  -7.2 < < < 

38 Glabrene -8.3  < < < 

39 Glabrocoumarin -8.5  < < < 

40 Glabroisoflavanone A  -7.7  < < < 

41 Glicophenone -6.8 < < < 

42 Glicoricone -7.5 < < < 

43 Glyasperin B -6.8 < < < 

44 Glyasperin D -6.6 < < < 

45 Glyasperin F -8.3 < < < 

46 Glycitein -6.7 < < < 

47 Glycyrrhetic acid -8.4  < < < 

48 Glycyrrhisoflavone  -8.5 < < < 
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LAMPIRAN 8 

(LANJUTAN) 

Tabel VII. 3 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

49 Glycyrrhizin -9.1 < < < 

50 Glyinflanin A -7.5  < < < 

51 Glyinflanin B  -7.1 < < < 

52 Glyurallin B -7.9 < < < 

53 Glyzaglabrin -8.2 < < < 

54 Hirtellanine I -8.6  < < < 

55 Hispaglabridin A -7.6 < < < 

56 Hydroxywighteone -7.7 < < < 

57 Isobavachalcone -7.3 < < < 

58 Isoglabranin -7.5 < < < 

59 Isoglabrolide -7.7 < < < 

60 Isoliquiritin -7.5 < < < 

61 Isoliquiritin apioside -9.0 < < < 

62 Isomedicarpin  -7.0 < < < 

63 Isotachioside -6.4  < > > 

64 Isovextin -7.4 < < < 

65 Kaempferol -7.7 < < < 

66 
Kaempferol 3-O-methyl 

ether 
-7.4 

< < < 

67 Kanzonol R -6.9 < < < 

68 Kanzonol Y -6.7 < < < 

69 Kanzonol Z -7.5 < < < 

70 Licoagroaurone -8.1 < < < 

71 Licoagrochalcone A -7.3 < < < 

72 Licoagrochalcone B -7.0 < < < 

73 Licoagrochalcone D -6.7  < < < 

74 Licoagrodin -8.8 < < < 

75 Licoagrone  -8.2 < < < 

76 Licoagroside A -7.4  < < < 

77 Licoarylcoumarin -7.3 < < < 
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LAMPIRAN 8 

(LANJUTAN) 

Tabel VII. 3 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

78 Licochalcone B -6.6 < < = 

79 Licochalcone C -6.9 < < < 

80 Licocoumarin A -7.5 < < < 

81 Licoflavanone -8.2 < < < 

82 Licoflavonol -7.0  < < < 

83 Licopyranocoumarin -7.3 < < < 

84 Licoricesaponin B2 -8.9  < < < 

85 Licoricesaponin E2 -8.9 < < < 

86 Licoricesaponin J2 -8.3 < < < 

87 Liqcoumarin -6.3 < > > 

88 Liquiritic acid  -8.3  < < < 

89 
Liquiritigenin 7-glucoside-

4'-apiosyl-(1->2)-

glucoside 
-8.1 

< < < 

90 Liquiritin -8.1 < < < 

91 Liquoric acid -7.1 < < < 

92 Lupeol -7.0 < < < 

93 Lupiwighteone -7.6 < < < 

94 Luteone -7.2 < < < 

95 Mulberrofuran A -7.3 < < < 

96 Odoratin -7.2 < < < 

97 Parvisoflavone A -7.7 < < < 

98 Phaseollinisoflavan -7.3 < < < 

99 Pinocembroside -7.4  < < < 

100 Prunetin -7.4  < < < 

101 Puerarin -7.7  < < < 

102 Rocymosin B -7.1 < < < 

103 Scanderone -8.8 < < < 

104 Semilicoisoflavone  B -9.0       

105 Senegalensin -7.7  < < < 

106 Sophoraisoflavone A -8.3 < < < 
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LAMPIRAN 8 

(LANJUTAN) 

Tabel VII. 3 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

107 Tachiogroside B -6.3 < > > 

108 Tachioside  -6.9 < < < 

109 Tephrinone -7.3 < < < 

110 Uralenol -8.1 < < < 

111 Uralsaponin M -6.5  < = > 

112 Wogonoside -7.6 < < < 

 

Native 

Ligand 
-6,2 

Molnupiravir -6,5 

Paxlovid -6,6 
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LAMPIRAN 9 

HASIL DOCKING 112 SENYAWA TERHADAP RESEPTOR 7DPU 

Tabel VII 4  
Hasil Docking 7DPU 

 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

1 Naringin -8,8 < < < 

2 
alpha,beta-

Dihydrorhaponticin 
-7.1 > < 

< 

3 Isomucronulatoll -6.2 > > > 

4 (-)-Phaseollinisoflavan   -7.1   > < < 

5 (S)-2,3-Epoxysqualene -5.0   > > > 

6 1-Methoxyphaseollin -1.7   > > > 

7 2,3-Dihydro-4-methylfuran -3.8 > > > 

8 
2'-

Hydroxyisolupalbigenin 
-7.1   > < 

< 

9 3'-Hydroxydaidzein -6.7 > > > 

10 
3-Methyl-2-butenyl 6-O-

alpha-L-arabinopyranosyl-

beta-D-glucopyranoside 
-7.0 > = 

< 

11 

5,2',4'-Trihydroxy-7-

methoxy-6-

prenylisoflavone 

-7.3 > < 

< 

12 6,8-Diprenylgenistein -7.7 > < < 

13 6-C-prenylorobol -8.0 < < < 

14 
7,4'-Dihydroxy-3'-

methoxyisoflavan 
-6.0 > > 

> 

15 
7-Acetoxy-2-

methylisoflavone 
  -6.7 > > 

> 

16 
7-Hydroxy-2-

methylisoflavone 
-6.5 > > 

> 

17 
7-O-(6''-

malonylglucoside) 
-7.1 > < 

< 

18 Abyssinone II -7.6   < < < 

19 
Afrormosin 7-O-

glucoside 
-6.5 > > 

> 

20 Albanin A -7.1 > < < 

21 Anaphalisoleanenoic acid -6.7 > > > 
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LAMPIRAN 9 

(LANJUTAN) 

Tabel VII. 4 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

22 AraboGlycyrrhizin -7.4 = < < 

23 beta-Amyrin -6.9 > > < 

24 Cycloartenol -7.2   > < < 

25 Dehydroglyceollin I -8.0 > < < 

26 Desoxoglabrolide -7.0 > = < 

27 Dihydrochrysin -6.6 > > > 

28 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
-4.7 > > 

> 

29 Erybacin B -7.0 > = < 

30 Eurycarpin A -7.3 > < < 

31 Folerogenin -6.8 > > < 

32 Galangin -6.9 > > < 

33 Gancaonin F -8.2 < < < 

34 Gancaonin G -7,1 > < < 

35 Gancaonin L -7.8 < < < 

36 Genkwanin -7.8 < < < 

37 Glabranin -7.5 < < < 

38 Glabrene -7.3 > < < 

39 Glabrocoumarin -7.5 < < < 

40 Glabroisoflavanone A -7.0 > = < 

41 Glicophenone -6.6 > > > 

42 Glicoricone -6.9 > > < 

43 Glyasperin B -7.0 > = < 

44 Glyasperin D -6.5 > > > 

45 Glyasperin F -8.0 < < < 

46 Glycitein -6.8 > > = 

47 Glycyrrhetic acid -6.9 > > < 

48 Glycyrrhisoflavone -7.9 < < < 

49 Glycyrrhizin -7.2 > < < 

50 Glyinflanin A -7.3 > < < 

51 Glyinflanin B -7.5 < < < 

52 Glyurallin B -7.9 < < < 
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LAMPIRAN 9 

(LANJUTAN) 

Tabel VII. 4 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

53 Glyzaglabrin -6.8 > > = 

54 Hirtellanine I -7.9 < < < 

55 Hispaglabridin A -7.6 < < < 

56 Hydroxywighteone -7.6 < < < 

57 Isobavachalcone -7.3 > < < 

58 Isoglabranin -7.3   > < < 

59 Isoglabrolide -6.7 > > > 

60 Isoliquiritin -7.6 < < < 

61 Isoliquiritin apioside -7.5   < < < 

62 Isomedicarpin -7.4 = < < 

63 Isotachioside -6.4 > > > 

64 Isovextin -7.4 = < < 

65 Kaempferol -7.2 > < < 

66 
Kaempferol 3-O-methyl 

ether 
-7.1 > < 

< 

67 Kanzonol R -7.2 > < < 

68 Kanzonol Y -7.2   > < < 

69 Kanzonol Z -7.09 > < < 

70 Licoagroaurone -7.4 = < < 

71 Licoagrochalcone A -7.3 > < < 

72 Licoagrochalcone B -7.4 > < < 

73 Licoagrochalcone D -7.1 > < < 

74 Licoagrodin -8.9 < < < 

75 Licoagrone -8.5   > < < 

76 Licoagroside A -7.8 > < < 

77 Licoarylcoumarin -7.6 < < < 

78 Licochalcone B -6.7 > > > 

79 Licochalcone C -6.6 > > > 

80 Licocoumarin A -7.8   < < < 

81 Licoflavanone -8.2 > < < 

82 Licoflavonol -7,7 < < < 

83 Licopyranocoumarin -6.7   > > > 
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LAMPIRAN 9 

(LANJUTAN) 

Tabel VII. 4 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

84 Licoricesaponin B2 -6.8 > > = 

85 Licoricesaponin E2 -6.7 > > > 

86 Licoricesaponin J2 -4.9 > > > 

87 Liqcoumarin -6.5 > > > 

88 Liquiritic acid -7.2 > < < 

89 

Liquiritigenin 7-

glucoside-4'-apiosyl-(1-

>2)-glucoside 

-7.4 = < 

< 

90 Liquiritin -6.9   > > < 

91 Liquoric acid -6.8   > > > 

92 Lupeol -5.9 > > > 

93 Lupiwighteone -7.4 = < < 

94 Luteone -7.8 < < < 

95 Mulberrofuran A -6.5 > > > 

96 Odoratin -6.8 > > = 

97 Parvisoflavone A -7.3 > < < 

98 Phaseollinisoflavan -7.5   < < < 

99 Pinocembroside -8.2 < < < 

100 Prunetin -6,6 > > > 

101 Puerarin -7.2 > < < 

102 Rocymosin B -7.2 > < < 

103 Scanderone -8.1 < < < 

104 Semilicoisoflavone  B -7.4 = < < 

105 Senegalensin -7.6 < < < 

106 Sophoraisoflavone A -7.3 > < < 

107 Tachiogroside B -7.1 > < < 

108 Tachioside -6.3 > < > 

109 Tephrinone -7.2 > < < 

110 Uralenol -8.0 < < < 

111 Uralsaponin M -5.3 > > > 

112 Wogonoside -7.9 < < < 
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LAMPIRAN 9 

(LANJUTAN) 

Tabel VII. 4 

Lanjutan 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Native Ligand -7.4 

Molnupiravir -7.0 

Paxlovid -6.8 
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LAMPIRAN 10 

HASIL DOCKING 112 SENYAWA TERHADAP RESEPTOR 7SI9 

Tabel VII 5 
Hasil Docking 7SI9 

 

 

 

 

 

 

 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

1 Naringin -9.0 < < < 

2 
alpha,beta-

Dihydrorhaponticin 
-8.3 = < < 

3 Isomucronulatoll -7.2 > < > 

4 (-)-Phaseollinisoflavan -7.5 > < > 

5 (S)-2,3-Epoxysqualene -6.1 > > > 

6 1-Methoxyphaseollin -1.8 > > > 

7 
2,3-Dihydro-4-

methylfuran 
-3.5 > > > 

8 
2'-

Hydroxyisolupalbigenin 
-7.6 > < > 

9 3'-Hydroxydaidzein -7.1 > < > 

10 
3-Methyl-2-butenyl 6-O-alpha-

L-arabinopyranosyl-beta-D-

glucopyranoside 
-8.0 > < > 

11 
5,2',4'-Trihydroxy-7-methoxy-

6-prenylisoflavone 
-7.6 > < > 

12 6,8-Diprenylgenistein -7.6 > < > 

13 6-C-prenylorobol -7.8 > < > 

14 
7,4'-Dihydroxy-3'-

methoxyisoflavan 
-7.1 > < > 

15 
7-Acetoxy-2-

methylisoflavone 
-7.4 > < > 

16 
7-Hydroxy-2-

methylisoflavone 
-6.8 > < > 

17 
7-O-(6''-

malonylglucoside) 
-8.1 > < > 

18 Abyssinone II -8.1 > < > 

19 Afrormosin 7-O-glucoside -8.1 > < > 

20 Albanin A -7.5 > < > 
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LAMPIRAN 10 

(LANJUTAN) 

Tabel VII. 5 

Lanjutan 

 

 

 

 

 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

21 Anaphalisoleanenoic acid -8.0 > < > 

22 AraboGlycyrrhizin -9.1 < < < 

23 beta-Amyrin -7.5 > < > 

24 Cycloartenol -7.7 > < > 

25 Dehydroglyceollin I -7.7 > < > 

26 Desoxoglabrolide -8.1 > < > 

27 Dihydrochrysin -6.8 > < > 

28 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
-5.5 > > > 

29 Erybacin B -7.2 > < > 

30 Eurycarpin A -8.0 > < > 

31 Folerogenin -7.3 > < > 

32 Galangin -7.6 > < > 

33 Gancaonin F -8.0 > < > 

34 Gancaonin G -7,2 > < > 

35 Gancaonin L -8.2 > < = 

36 Genkwanin -7.2 > < > 

37 Glabranin -7.1 > < > 

38 Glabrene -8.1 > < > 

39 Glabrocoumarin -8.2 > < = 

40 Glabroisoflavanone A -7.9 > < > 

41 Glicophenone -7.1 > < > 

42 Glicoricone -7.3 > < > 

43 Glyasperin B -7.5 > < > 

44 Glyasperin D -6,8 > < > 

45 Glyasperin F -8.6 < < < 

46 Glycitein -6.8 > < > 

47 Glycyrrhetic acid -7.9 > < > 

48 Glycyrrhisoflavone -8.7 < < < 

49 Glycyrrhizin -10.0 < < < 
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LAMPIRAN 10 

(LANJUTAN) 

Tabel VII. 5 

Lanjutan 

 

 

 

 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

50 Glyinflanin A -8.3 = < < 

51 Glyinflanin B -7.9 > < > 

52 Glyurallin B -8.7 < < < 

53 Glyzaglabrin -8.2 > < = 

54 Hirtellanine I -8.1 > < > 

55 Hispaglabridin A -7.7 > < > 

56 Hydroxywighteone -7.8 > < > 

57 Isobavachalcone -7.8 > < > 

58 Isoglabranin -7.6 > < > 

59 Isoglabrolide -7.9 > < > 

60 Isoliquiritin -7.7 > < > 

61 Isoliquiritin apioside -9.0 < < < 

62 Isomedicarpin -6.8 > < > 

63 Isotachioside -7.3 > < > 

64 Isovextin -8.4 < < < 

65 Kaempferol -7.5 > < > 

66 
Kaempferol 3-O-methyl 

ether 
-7.3 > < > 

67 Kanzonol R -7.2 > < > 

68 Kanzonol Y -7.2 > < > 

69 Kanzonol Z -8.4 < < < 

70 Licoagroaurone -8.0 > < > 

71 Licoagrochalcone A -7.4 > < > 

72 Licoagrochalcone B -7.0 > < > 

73 Licoagrochalcone D -7.0 > < > 

74 Licoagrodin -8.5 < < < 

75 Licoagrone -8.7 < < < 

76 Licoagroside A -8.4 < < < 

77 Licoarylcoumarin -8.0 > < > 
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LAMPIRAN 10 

(LANJUTAN) 

Tabel VII. 5 

Lanjutan 

 

 

 

 

 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

78 Licochalcone B -6.9 > < > 

79 Licochalcone C -7.2 > < > 

80 Licocoumarin A -8.3 = < < 

81 Licoflavanone -8.3 = < < 

82 Licoflavonol -7,5 > < > 

83 Licopyranocoumarin -8.0 > < > 

84 Licoricesaponin B2 -8.9 < < < 

85 Licoricesaponin E2 -10.5 < < < 

86 Licoricesaponin J2 -9.5 < < < 

87 Liqcoumarin -6.1 > > > 

88 Liquiritic acid -7.5 > < > 

89 

Liquiritigenin 7-

glucoside-4'-apiosyl-(1-

>2)-glucoside 

-8.1 > < > 

90 Liquiritin -8.1 > < > 

91 Liquoric acid -8.3 = < < 

92 Lupeol -7.6 > < > 

93 Lupiwighteone -7.8 > < > 

94 Luteone -7.8 > < > 

95 Mulberrofuran A -7.8 > < > 

96 Odoratin -6.7 > < > 

97 Parvisoflavone A -8.5 < < < 

98 Phaseollinisoflavan -7.3 > < > 

99 Pinocembroside -7.8 > < > 

100 Prunetin -6,8 > < > 

101 Puerarin -8.5 < < < 

102 Rocymosin B -8.7 < < < 

103 Scanderone -8.1 > < > 

104 Semilicoisoflavone  B -8.0 > < > 

105 Senegalensin -7.7 > < > 
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LAMPIRAN 10 

(LANJUTAN) 

Tabel VII. 5 

Lanjutan 

 

 

Native Ligand -8.3  

Molnupiravir -6,5 

Paxlovid -8,2 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

106 Sophoraisoflavone A -8.5 < < < 

107 Tachiogroside B -7.6 > < > 

108 Tachioside -7.2 > < > 

109 Tephrinone -7.1 > < > 

110 Uralenol -8.5 < < < 

111 Uralsaponin M -7.2 > < > 

112 Wogonoside -9.0 < < < 
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LAMPIRAN 11 

HASIL DOCKING 112 SENYAWA TERHADAP RESEPTOR 7RN4 

Tabel VII 6 

 Hasil Docking 7RN4 
 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

1 Naringin -8.8  > < < 

2 
alpha,beta-

Dihydrorhaponticin 
 -9.0  > < 

< 

3 Isomucronulatoll -7.0  > > < 

4 (-)-Phaseollinisoflavan -8.5  > < < 

5 (S)-2,3-Epoxysqualene  -5.7 > > > 

6 1-Methoxyphaseollin    -1.7  > > > 

7 
2,3-Dihydro-4-

methylfuran 
 -3.7  > > 

> 

8 
2'-

Hydroxyisolupalbigenin 
-7.8 > < 

< 

9 3'-Hydroxydaidzein -7,8 > < < 

10 
3-Methyl-2-butenyl 6-O-alpha-

L-arabinopyranosyl-beta-D-

glucopyranoside 
-7.6 > < 

< 

11 
5,2',4'-Trihydroxy-7-methoxy-

6-prenylisoflavone 
  > > 

< 

12 6,8-Diprenylgenistein -9.0 > < < 

13 6-C-prenylorobol  -8.3 > < < 

14 
7,4'-Dihydroxy-3'-

methoxyisoflavan 
-7.5 > < 

< 

15 
7-Acetoxy-2-

methylisoflavone 
-6.9  > > 

< 

16 
7-Hydroxy-2-

methylisoflavone 
-7.6 > < 

< 

17 
7-O-(6''-

malonylglucoside) 
 -7.7  > < 

< 

18 Abyssinone II  -8.3   > < < 

19 
Afrormosin 7-O-

glucoside 
-7.4   > = 

< 
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LAMPIRAN 11 

(LANJUTAN) 

Tabel VII. 6 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

20 Albanin A -8.3 > < < 

21 Anaphalisoleanenoic acid  -7.0  > > < 

22 AraboGlycyrrhizin -6,9 > > < 

23 beta-Amyrin -6.8  > > < 

24 Cycloartenol -6.9  > > < 

25 Dehydroglyceollin I -8.9 > < < 

26 Desoxoglabrolide -6.8   > < < 

27 Dihydrochrysin -7.3  > < < 

28 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
-5.5 > > 

> 

29 Erybacin B -8.1  > < < 

30 Eurycarpin A  -8.6 > < < 

31 Folerogenin -7.7 > < < 

32 Galangin -7.9  > < < 

33 Gancaonin F -9.1 > < < 

34 Gancaonin G -7,9 > < < 

35 Gancaonin L -8.8  > < < 

36 Genkwanin -8,4 > < < 

37 Glabranin  -7.4  > = < 

38 Glabrene -9.2   < < < 

39 Glabrocoumarin -8,2 > < < 

40 Glabroisoflavanone A -7.8  > < < 

41 Glicophenone -8.1 > < < 

42 Glicoricone  -8.1  > < < 

43 Glyasperin B  -7.7  > < < 

44 Glyasperin D -7.1 > > < 

45 Glyasperin F -8,1 > < < 

46 Glycitein -7,7 > < < 

47 Glycyrrhetic acid -7.1   > > < 

48 Glycyrrhisoflavone  -9.2  < < < 

49 Glycyrrhizin -9.0  > < < 
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LAMPIRAN 11 

(LANJUTAN) 

Tabel VII. 6 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

50 Glyinflanin A -7.9  > < < 

51 Glyinflanin B -8.1  > < < 

52 Glyurallin B -8.2 > < < 

53 Glyzaglabrin -8.2 > < < 

54 Hirtellanine I  -9.0    > < < 

55 Hispaglabridin A  -8.1 > < < 

56 Hydroxywighteone -8.5  > < < 

57 Isobavachalcone -7.4   > = < 

58 Isoglabranin -7,8 > < < 

59 Isoglabrolide -7.1   > > < 

60 Isoliquiritin -8.1  > < < 

61 Isoliquiritin apioside -8.8  > > < 

62 Isomedicarpin  -7.3  > > < 

63 Isotachioside -7.0  > > < 

64 Isovextin -8,8 > < < 

65 Kaempferol -8.6  > < < 

66 
Kaempferol 3-O-methyl 

ether 
-7,8 > < 

< 

67 Kanzonol R -7.3 > > < 

68 Kanzonol Y  -7.5 > < < 

69 Kanzonol Z -8,5 > < < 

70 Licoagroaurone -8.5   > < < 

71 Licoagrochalcone A -8,1 > < < 

72 Licoagrochalcone B -7.5  > < < 

73 Licoagrochalcone D -7,5 > < < 

74 Licoagrodin  -7.6   > < < 

75 Licoagrone -9,3 < < < 

76 Licoagroside A  -8.6 > < < 

77 Licoarylcoumarin -7,7 > < < 

78 Licochalcone B  -7.4  > = < 

79 Licochalcone C -7,3 > > < 
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LAMPIRAN 11 

(LANJUTAN) 

Tabel VII. 6 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

80 Licocoumarin A  -8.1 > < < 

81 Licoflavanone -8.6 > < < 

82 Licoflavonol -7.4 > = < 

83 Licopyranocoumarin -7.4   > = < 

84 Licoricesaponin B2  -9.0  > < < 

85 Licoricesaponin E2  -8.1   > < < 

86 Licoricesaponin J2 -6,7 > > = 

87 Liqcoumarin -7.1 > > < 

88 Liquiritic acid -7,5 > < < 

89 

Liquiritigenin 7-

glucoside-4'-apiosyl-(1-

>2)-glucoside 

-8.1  > < 

< 

90 Liquiritin -7.8 > < < 

91 Liquoric acid  -7.1   > > < 

92 Lupeol   -6.9 > > < 

93 Lupiwighteone -8.9 > < < 

94 Luteone -7,8 > < < 

95 Mulberrofuran A -8.4  > < < 

96 Odoratin -7.8 > < < 

97 Parvisoflavone A -9.2  > < < 

98 Phaseollinisoflavan -7.8  > < < 

99 Pinocembroside  -9.0  > < < 

100 Prunetin -8.0  > < < 

101 Puerarin  -9.2   > < < 

102 Rocymosin B -8.8 > < < 

103 Scanderone -8,9 > < < 

104 Semilicoisoflavone  B -10 < < < 

105 Senegalensin -7,5 > < < 

106 Sophoraisoflavone A -9.5  < < < 

107 Tachiogroside B  -7.5    > < < 

108 Tachioside  -6.9   > > < 
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LAMPIRAN 11 

(LANJUTAN) 

Tabel VII. 6 

Lanjutan 

NO Senyawa ΔG  
Keterangan 

Native Ligand Molnupiravir Paxlovid 

109 Tephrinone -7.7  > < < 

110 Uralenol -9.4   < < < 

111 Uralsaponin M -8,4 > < < 

112 Wogonoside   -8.5  > < < 

 

Native 

Ligand 
9,1 

Molnupiravir -7,4 

Paxlovid -6,7 
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LAMPIRAN 12 

PREDIKSI DRUGLIKENESS 

Tabel VII 7  

Prediksi Druglikeness 
 

NO Senyawa Massa 
Hidrogen 

Donor 

Hidrogen 

Akseptor 
Log P MR 

Total 

Memenuhi 

1 Naringin 556 0 14 -4,512 115,735 3 

2 
alpha,beta-

Dihydrorhaponticin 
- - - - - 0 

3 Isomucronulatoll - - - - - 0 

4 (-)-Phaseollinisoflavan 306 0 4 0 0 4 

5 (S)-2,3-Epoxysqualene 323 0 5 -1,392 77,55 5 

6 1-Methoxyphaseollin 333 0 5 1,25 79,936 5 

7 
2,3-Dihydro-4-

methylfuran 
76 0 1 0,153 19,5 4 

8 
2'-

Hydroxyisolupalbigenin 
400 0 6 0 0 4 

9 3'-Hydroxydaidzein 263 0 5 -1,912 61,301 5 

10 

3-Methyl-2-butenyl 6-

O-alpha-L-

arabinopyranosyl-beta-

D-glucopyranoside 

358 0 10 -7,28 68,038 4 

11 

5,2',4'-Trihydroxy-7-

methoxy-6-

prenylisoflavone 

395 0 5 0 0 4 

12 6,8-Diprenylgenistein 383 0 5 -0,906 93,127 5 

13 6-C-prenylorobol           4 

14 
7,4'-Dihydroxy-3'-

methoxyisoflavan 
258 0 4 -0,198 62,261 5 

15 
7-Acetoxy-2-

methylisoflavone 
280 0 4 0,593 68,902 5 

16 
7-Hydroxy-2-

methylisoflavone 
258 0 4 -0,198 62,261 5 

17 
7-O-(6''-

malonylglucoside) 
519 0 14 -3,535 104,575 3 

18 Abyssinone II 306 0 4 -0,534 75,001 5 
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LAMPIRAN 12 

(LANJUTAN) 

Tabel VII. 7 

Lanjutan 

NO Senyawa Massa 
Hidrogen 

Donor 

Hidrogen 

Akseptor 
Log P MR 

Total 

Memenuhi 

19 
Afrormosin 7-O-

glucoside 
306 0 4 -0,534 75,001 5 

20 Albanin A 354 4 6 3,851 95,969 5 

21 
Anaphalisoleanenoic 

acid 
410 0 3 0,421 100,325 5 

22 AraboGlycyrrhizin 778 7 14 2,792 192,881 1 

23 beta-Amyrin 426 1 1 8,168 130,719 3 

24 Cycloartenol 377 0 1 1,226 96,796 5 

25 Dehydroglyceollin I 305 0 4 0,77 75,112 5 

26 Desoxoglabrolide 409 0 3 0,717 99,022 5 

27 Dihydrochrysin 246 0 4 -0,784 58,35 5 

28 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
430 0 4 -0,644 109,097 5 

29 Erybacin B 311 0 5 0 0 4 

30 Eurycarpin A 323 0 5 -1,279 77,411 5 

31 Folerogenin 28 0 1 -0,597 5,683 4 

32 Galangin 263 0 5 0 0 4 

33 Gancaonin F 364 1 6 4,35 98,566 5 

34 Gancaonin G 352 2 5 4,231 98,836 5 

35 Gancaonin L 340 0 6 -1,978 78,676 5 

36 Genkwanin 274 0 5 -0,863 64,4 5 

37 Glabranin 306 0 4 -0,241 75,383 5 

38 Glabrene 306 0 4 0 0 4 

39 Glabrocoumarin 322 0 5 -0,694 78,561 5 

40 Glabroisoflavanone A 322 0 5 -0,696 78,561 5 

41 Glicophenone 340 0 6 0 0 4 

42 Glicoricone 351 0 6 1,048 85,382 5 

43 Glyasperin B 351 0 6 1,789 83,603 5 

44 Glyasperin D 346 0 5 0 0 4 

45 Glyasperin F 339 0 6 -1,276 80,254 5 

46 Glycitein 274 0 5 -0,71 64,025 5 

47 Glycyrrhetic acid 426 0 4 -0,591 100,294 5 
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LAMPIRAN 12 

(LANJUTAN) 

Tabel VII. 7 

Lanjutan 

NO Senyawa Massa 
Hidrogen 

Donor 

Hidrogen 

Akseptor 
Log P MR 

Total 

Memenuhi 

48 Glycyrrhisoflavone 340 0 6 -1,546 79,897 5 

49 Glycyrrhizin 768 0 16 -4,504 163,274 2 

50 Glyinflanin A 384 0 5 0 0 4 

51 Glyinflanin B 322 0 5 0 0 4 

52 Glyurallin B 422 4 6 4,837 118,943 5 

53 Glyzaglabrin 298 2 6 2,137 65,467 5 

54 Hirtellanine I 380 3 7 4,373 99,785 5 

55 Hispaglabridin A 366 0 4 -0,283 91,691 5 

56 Hydroxywighteone 354 4 6 2,9 95,36 5 

57 Isobavachalcone 307 0 4 -0,619 76,187 5 

58 Isoglabranin 306 0 4 -0,216 72,421 5 

59 Isoglabrolide 468 1 4 6 130,768 3 

60 Isoliquiritin 402 0 9 0 0 4 

61 Isoliquiritin apioside 482 0 11 0 0 3 

62 Isomedicarpin 370 1 4 3,01 72,705 5 

63 Isotachioside 289 0 8 0,488 63,683 5 

64 Isovextin 419 0 10 -1,583 90,605 4 

65 Kaempferol 280 0 6 0 0 4 

66 
Kaempferol 3-O-methyl 

ether 
- - - - - 0 

67 Kanzonol R 346 0 5 0,998 82,859 5 

68 Kanzonol Y 384 0 5 -0,011 96,266 5 

69 Kanzonol Z 328 0 5 -0,562 92,434 5 

70 Licoagroaurone 338 3 5 3,924 93,548 5 

71 Licoagrochalcone A - - - - - 0 

72 Licoagrochalcone B - - - - - 0 

73 Licoagrochalcone D - - - - - 0 

74 Licoagrodin - - - - - 0 

75 Licoagrone - - - - - 0 

76 Licoagroside A 474 0 12 0 0 3 

77 Licoarylcoumarin 351 0 6 0 0 4 

78 Licochalcone B - - - - - 0 
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LAMPIRAN 12 

(LANJUTAN) 

Tabel VII. 7 

Lanjutan 

NO Senyawa Massa 
Hidrogen 

Donor 

Hidrogen 

Akseptor 
Log P MR 

Total 

Memenuhi 

79 Licochalcone C - - - - - 0 

80 Licocoumarin A - - - - - 0 

81 Licoflavanone 323 0 5 0 0 4 

82 Licoflavonol 340 0 6 -1,628 79,756 5 

83 Licopyranocoumarin 367 0 7 0 0 4 

84 Licoricesaponin B2 752 0 15 0 0 2 

85 Licoricesaponin E2 769 0 16 -5,029 158,952 2 

86 Licoricesaponin J2 769 0 16 -4,785 153,445 2 

87 Liqcoumarin 218 1 4 1,917 57,597 5 

88 Liquiritic acid 426 0 4 -0,591 100,294 5 

89 

Liquiritigenin 7-

glucoside-4'-apiosyl-(1-

>2)-glucoside 

- - - - - 0 

90 Liquiritin 401 0 9 0,458 93,789 5 

91 Liquoric acid 442 0 5 0 0 4 

92 Lupeol 377 0 1 1,429 97,68 5 

93 Lupiwighteone 323 0 5 -1,392 77,557 5 

94 Luteone 339 0 6 0 0 4 

95 Mulberrofuran A 366 0 4 0,341 89,594 5 

96 Odoratin 302 0 6 0,21 67,118 5 

97 Parvisoflavone A 339 0 6 0 0 4 

98 Phaseollinisoflavan 306 0 4 0 0 4 

99 Pinocembroside 401 0 9 -2,317 85,375 5 

100 Prunetin - - - - - 0 

101 Puerarin 402 0 9 -0,878 89,375 5 

102 Rocymosin B 419 0 10 -3,435 89,717 4 

103 Scanderone 410 2 5 3,94 114,794 5 

104 Semilicoisoflavone  B 339 0 6 -1,281 80,354 5 

105 Senegalensin 383 0 5 -0,906 93,137 5 

106 Sophoraisoflavone A 339 0 6 -1,276 80,254 5 

107 Tachiogroside B 413 0 12 -2,393 80,189 4 

108 Tachioside 289 0 8 -1,037 57,057 5 
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LAMPIRAN 12 

(LANJUTAN) 

Tabel VII. 7 

Lanjutan 

NO Senyawa Massa 
Hidrogen 

Donor 

Hidrogen 

Akseptor 
Log P MR 

Total 

Memenuhi 

109 Tephrinone 317 0 4 0,913 76,705 5 

110 Uralenol 375 0 7 0 0 4 

111 Uralsaponin M 852 0 19 -2,225 179,827 2 

112 Wogonoside 445 0 11 0,071 94,034 4 
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LAMPIRAN 13 

SITUS DAN APLIKASI 

 

 

Gambar VII. 5 Tampilan situs pubChem 

 

 

Gambar VII. 6 Tampilan situs PASS-online 

 

 

 

 

 

 



237 
 

 

LAMPIRAN 13 

(LANJUTAN) 

 

 

Gambar VII. 7 Tampilan situs Lipinski’s rule of five 

 

 

Gambar VII. 8 Tampilan situs pre-ADMET 

 

 

 

 



238 
 

 

LAMPIRAN 13 

(LANJUTAN) 

 

 

Gambar VII. 9 Tampilan situs protein data bank 

 

 

Gambar VII. 10 Tampilan situs STITCH 
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LAMPIRAN 13 

(LANJUTAN) 

 

 

Gambar VII. 11 Tampilan situs CHARMM-GUI 

 

 

Gambar VII. 12 Tampilan situs google colab 

 

 

 

 

 

 

 



240 
 

 

LAMPIRAN 13 

(LANJUTAN) 

 

 

Gambar VII. 13 Tampilan situs KNApSAcK 

 

 

Gambar VII. 14 Tampilan software Discovery Studio Visualizer 
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LAMPIRAN 13 

(LANJUTAN) 

 

 

Gambar VII. 15 Tampilan software Marvin Sketch 

 

 

Gambar VII. 16 Tampilan software Open Babel 
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LAMPIRAN 13 

(LANJUTAN) 

 

 

 

Gambar VII. 17 Tampilan software AutoDock tools 

 

 

Gambar VII. 18 Tampilan software YASARA 
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LAMPIRAN 13 

(LANJUTAN) 

 

 

Gambar VII. 19 Tampilan software CHIMERA 

 

 

 

Gambar VII. 20 Tampilan software AutoDock Vina 
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LAMPIRAN 14 

PREDIKSI ADME 

Tabel VII 8  

Prediksi Aktivitas Absorpsi, Distribusi dan Metabolisme 
 

Senyawa 

Absorpsi Distribusi Metabolisme 

CaCo-2 Cell 

(nm sec) 

HIA 

(%) 

Proein 

Plasma 

Binding 

Substrat 

CYP2D6 

Licoricesaponin E2 20,72 ** 
15,95 

*** 
78,50 ** non 

Glycyrrhizin 20,79 ** 9,45 *** 82,48 ** non 

Licoricesaponin J2 20,70 ** 7,07 *** 81,24 ** non 

Licoagrodin 28,47 ** 95,54 * 100 * non 

Naringin 7,89 ** 
11,74 

*** 
51,06 ** non 

Licoagrone 14,39 ** 93,69 * 100 * non 

Semilicoisoflavone  B 10,2 ** 90,6 * 90,96 * non 

Sophoraisoflavone A 7,8 ** 90.60 * 97,19 * non 

Uralenol 10,1 ** 75,82 * 100 * non 

Isoliquiritin apiosid 15,25 ** 
15,79 

*** 
62,37 ** non 

Similar 

Apioglycyrrhizin 20,63 ** 29,95 ** 83,31 ** non 

Poncirin 7,97 ** 21,41 ** 47,99 ** non 

DHS-1 20,42 ** 6,42 *** 56,08 ** non 

PPB (%) :   * : >90 terikat kuat  

**: <90 terikat lemah 

HIA (%) :   *: 70-100 terserap baik  

  ** :20-70 terserap cukup  

*** :<20 kurang terserap 

CaCo-2 (nm sec) :  * :>70 permeabilitas tinggi     

** :4-70 permeabilitas sedang    

*** :<4 permeabilitas rendah 
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LAMPIRAN 15 

PREDIKSI TOKSISITAS 

Tabel VII 9  
Predeiksi Profil Toksisitas Senyawa Aktif 

 

Senyawa 
Karsinogenik Mutagen 

(Amestest) Mencit Tikus 

Licoricesaponin E2 + + Mutagen 

Glycyrrhizin + + Non Mutagen 

Licoricesaponin J2 + + Non Mutagen 

Licoagrodin + - Non Mutagen 

Naringin - - Non Mutagen 

Licoagrone + - Non Mutagen 

Semilicoisoflavone  B - + Non Mutagen 

Sophoraisoflavone A - - Non Mutagen 

Uralenol + - Mutagen 

Isoliquiritin apiosid - - Non Mutagen 

Similar 

Apioglycyrrhizin + + Non Mutagen 

Poncirin   - - Non Mutagen 

DHS-1 - + Non Mutagen 
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LAMPIRAN 16 

VISUALISASI RESIDU ASAM AMINO 7SI9 

Tabel VII 10  

Visualisasi Residu Asam Amino 112 Senyawa Aktif Terhadap Reseptor 7SI9 
 

NO LIGAND RESIDU ASAM AMINO 

1 1-(S)-2,3-Epoxysqualene  

2 phaseollinisolavan 

PRO 168, GLN 192, THR 190, LEU 167, 

GLU 166, CYS 145, HIS 41, GLN 189, 

ARG 188 

3 
2,3-Dihydro-4-

methylfuran 
HIS 41 

4 2'-Hydroxyisolupalbigenin GLN 192 

5 

3-Methyl-2-butenyl 6-O-

alpha-L-

arabinopyranosyl-beta-D-

glucopyranoside 

ASN 142, SER 144, GLY 143, CYS 145, 

LEU 141, HIS 163, PHE 140, GLU 166, 

HIS 41, MET 165, ASP 187 

6 3'-Hydroxydaidzein 
GLU 166, PHE 140, HIS 163, HIS 41, 

ASP 187 

7 6-C-diprenylorobol 
GLU 166, HIS 163, SER 144, GLY 143, 

LEU 141, CYS 145, ASN 142 

8 6-prenylisoflavone 

SER 144, GLY 143, LEU 141, CYS 145, 

HIS 163, GLU 166, PRO 168, MET 165, 

LEU 167 

9 6,8-Diprenylgenistein 

HIS 41, MET 165, GLU 166, LEU 141, 

GLY 143, ASN 142, THR 26, THR 24, 

THR 25 

10 
7-Acetoxy-2-

methylisoflavone 

HIS 41, GLY 143, CYS 145, LEU 141, 

SER 144, GLU 166, MET 165 

11 
7-Hydroxy-2-

methylisoflavone 
HIS 41, GLU 166, MET 49, 

12 
7-O-(6''-

malonylglucoside) 

ASN 142, HIS 164, THR 25, MET 49, HIS 

41, GLY 143, CYS 145, GLU 166, SER 

144 

13 
7,4'-Dihydroxy-3'-

methoxyisoflavan 

MET 165, SER 144, GLY 143, LEU 141, 

CYS 145, GLU 166 

14 
Aalpha,beta-

Dihydrorhaponticin 

HIS 164, LEU 141, GLU 166, HIS 163, 

GLY 143, SER 144, THR 26, CYS 145, 

THR 25, HIS 41, ASN 142 
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LAMPIRAN 16 

(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

 

NO LIGAND RESIDU ASAM AMINO 

15 Afrormosin 7-O-glucoside 

GLN 189, MET 165, SER 144, CYS 145, 

ASN 142, GLY 143, LEU 141, HIS 163, 

GLU 166 

16 Anaphalisoleanenoic acid  

17 AraboGlycyrrhizin_out 
GLU 166, PHE 140, SER 144, CYS 145, 

GLY 143, LEU 141 

18 beta-Amyrin GLU 166, CYS 145, GLY 143 

19 Cycloartenol GLU 166, PRO 168 

20 Dehydroglyceollin I CYS 145, GLU 166, LEU 141 

21 Desoxoglabrolide GLU 166, HIS 41 

22 Dihydrochrysin 
MET 49, HIS 41, HIS 172, HIS 163, SER 

144, CYS 145, GLY 143 

23 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
GLN 192, PRO 168 

24 Erybacin B 
MET 165, ASN 142, SER 144, LEU 141, 

CYS 145 

25 Eurycarpin A 
GLN 189, ASN 142, CYS 145, LEU 141, 

GLY 143, SER 144, HIS 164, MET 165 

26 Folerogenin 

HIS 41, GLY 143, ASN 142, CYS 145, 

LEU 141, SER 144, PHE 140, GLU 166, 

HIS 164 

27 Galangin 
HIS 41, GLY 143, ASN 142, HIS 163, 

PHE 140, LEU 141, GLU 166 

28 Gancaonin F 
TYR 54, CYS 145, CYS 44, GLY 143, 

HIS 163, LEU 141, ASN 142 

29 Gancaonin I 
GLN 189, MET 165, GLU 166, HIS 163, 

SER 144, GLY 143, LEU 141, CYS 145 

30 Gancaonin G  

31 Genkwanin 

ARG 188, GLN 189, GLY 143, CYS 145, 

SER 144, LEU 141, HIS 163, GLU 166, 

PHE 140, MET 165 

32 Glabranin 
CYS 145, GLY 143, SER 144, PHE 140, 

MET 165, GLU 166, GLN 189 

33 Glabrene PHE 140, CYS 145, ARG 188, GLU 166 
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LAMPIRAN 16 

(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

34 Glabrocoumarin 
LEU 141, GLY 143, CYS 145, SER 144, 

ARG 188, GLN 189 

35 Glabroisoflavanone A TYR 54, MET 49, GLN 189, HIS 41 

36 Glicophenone 
GLY 143, ASN 142, HIS 163, CYS 145, 

HIS 41 

37 Glicoricone 
HIS 163, SER 144, GLY 143, CYS 145, 

HIS 41, ASN 142 

38 Glyasperin B 
HIS 41, GLN 189, ASN 142, LEU 141, 

HIS 163, SER 144 

39 Glyasperin D 
GLU 126, HIS 41, LEU 141, ASN 142, 

SER 144 

40 Glyasperin F 
MET 165, HIS 163, CYS 145, LEU 141, 

SER 144 

41 Glycitein 

LEU 141, SER 144, CYS 145, GLY 143, 

HIS 163, MET 165, GLN 189, THR 190, 

ARG 168 

42 Glycyrrhetic acid GLY 143, GLN 189, THR 190, CYS 145 

43 Glycyrrhisoflavone 
GLN 189, HIS 164, HIS 163, GLY 143, 

SER 144, LEU 141, CYS 145 

44 Glycirrhizin 

HIS 164, GLU 166, MET 165, HIS 41, 

MET 49, GLN 189, ARG 188, HIS 163, 

CYS 145, LEU 141, SER 144, GLY 143 

45 Glyinflanin B 

HIS 41, MET 49, GLN 189, ARG 188, 

MET 165, GLU 166, HIS 163, SER 144, 

CYS 145, LEU 141 

46 Glyinflanin A 

ARG 188, GLN 192, HIS 41, SER 144, 

GLY 143, CYS 145, HIS 163, LEU 141, 

GLU 166 

47 Glyurallin 

ARG 188, GLN 189, GLU 166, HIS 41, 

CYS 145, SER 144, LEU 141, GLY 143, 

HIS 163, HIS 164 

48 Glyzaglabrin 
ASP 187, GLN 189, GLU 166, HIS 163, 

LEU 141, ASN 142, CYS 145, HIS 164 

 

 

 

 

 



249 
 

 

LAMPIRAN 16 

(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

49 Hirtellanin I 
GLU 166, HIS 41, MET 165, ASP 187, 

HIS 164, LEU 141, ASN 142 

50 Hispaglabridin  

51 Hydroxywighteone 

GLN 192, GLU 166, CYS 145, GLY 143, 

SER 144, LEU 141, HIS 41, HIS 164, 

MET 165, ARG 188 

52 Isobavachalcone 

ASP 187, ARG 188, MET 49, HIS 41, 

GLU 166, GLN 192, THR 190, PRO 168, 

THR 190, ALA 191 

53 Isoglabrolide 

ASP 187, ARG 188, MET 49, HIS 41, 

GLU 166, GLN 192, THR 190, PRO 168, 

THR 190, ALA 191 

54 Isoliquiritin apioside 

HIS 41, THR 26, MET 49, GLY 143, ASN 

142, CYS 145, PRO 168, ALA 191, THR 

190, GLN 192, ARG 188, MET 165, 

55 Isoliquiritin  

56 Isomedicarpin 
HIS 163, ASN 142, PRO 168, THR 190, 

GLN 192, ARG 188 

57 Isomucronulatoll 
PHE 140, ASN 142, HIS 41, MET 165, 

CYS 145, HIS 163, LEU 141 

58 Isotachioside 

THR 25, HIS 41, MET 165, GLU 166, 

HIS 163, PHE 140, LEU 141, SER 144, 

CYS 145, GLY 143, ASN 142 

59 Isovitexin 

CYS 145, LEU 141, SER 144, GLY 143, 

HIS 41, ASN 142, MET 165, PRO 168, 

GLN 192, GLU 166 

60 
Kaempferol 3-O-methyl 

ether 

ASN 142, THR 25, HIS 41, LEU 141, 

CYS 145, SER 144, HIS 163, MET 165, 

GLU 166 

61 Kanazolol Y 
GLU 166, MET 165, ARG 188, CYS 145, 

GLY 143, HIS 163, ASN 142, GLN 189 

62 Kanazolol Z 

GLN 189, ARG 188, HIS 41, PRO 168, 

MET 165, GLU 166, CYS 145, HIS 163, 

ASN 142, LEU 141 
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LAMPIRAN 16 

(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

63 Kanazolol R HIS 41, GLN 192 

64 Licoagroaurone 

HIS 163, CYS 149, GLY 143, SER 144, 

GLU 166, GLN 192, ARG 188, GLN 189, 

MET 165, HIS 41, MET 49, 

65 Licoagrochalcone A 

HIS 41, MET 165, GLN 189, ARG 188, 

GLU 166, HIS 163, SER 144, CYS 145, 

GLY 143, ASN 142 

66 Licoagrochalcone B 
ARG 188, MET 165, ASN 142, CYS 145, 

GLN 189 

67 Licoagrochalcone D 
HIS 41, ARG 188, MET 165, THR 190, 

GLN 189 

68 Licoagrodin 
CYS 145, HIS 41, GLN 189, ARG 188, 

GLN 192, THR 190 

69 Licoagrone 
CYS 145, HIS 41, MET 49, GLN 192, 

PRO 168, MET 165, GLU 166 

70 Licoagroside A 

MET 49, GLY 143, CYS 145, SER 144, 

HIS 163, GLU 166, MET 165, PRO 168, 

GLN 192 

71 Licoarylcoumarin 

ASN 142, CYS 145, LEU 141, GLY 143, 

SER 144, HIS 163, GLU 166, MET 165, 

GLN 192, GLN 189, PRO 188 

72 Licochalcone B 

ASN 142, SER 144, CYS 145, LEU 141, 

GLY 143, MET 165, HIS 41, GLN 189, 

MET 49, GLU 166 

73 Licochalcone C 
MET 49, HIS 41, GLN 189, LEU 141, 

SER 144, CYS 145, GLY 143 

74 Licocoumarin A 
GLN 189, GLU 166, MET 165, HIS 41, 

CYS 145, PRO 168, GLN 192 

75 Licoflavanone 
GLN 192, HIS 41, ASN 142, HIS 163 SER 

144, GLU 166, MWT 165, CYS 145 

76 Licoflavonol ASN 142, HIS 41, PRO 168, GLN 192 

77 Licopyranocoumarin HIS 164, HIS 41, ASN 142, GLY 143 
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LAMPIRAN 16 

(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

78 Licoricesaponin B2 

GLN 189, ASN 142, GLY 143, SER 144, 

HIS 163, CYS 145, GLU 166, HIS 164, 

HIS 41 

79 Licoricesaponin E2 

GLN 192, THR 190, PRO 168, GLU 166, 

GLN 189, ASN 142, GLY 143, LEU 141, 

HIS 163, SER 144, MET 165, CYS 145, 

HIS 164, HIS 41 

80 Licoricesaponin J2 

GLU 166, PRO 168, GLN 192, THR 190, 

GLN 189, HIS 41, MET 165, ASN 142, 

SER 144, LEU 141, GLY 143, CYS 145, 

HIS 163 

81 Native ligan 

PRO 168, GLN 192, THR 190, GLU 166, 

PHE 140, HIS 163, HIS 172, MET 49, HIS 

41, GLN 189, LEU 167, PRO 168 

82 Luqcoumarin 
GLU 166, ASN 142, GLN 189, HIS 41, 

MET 49, MET 165 

83 Liquiritic acid 
HIS 41, MET 49, MET 165, GLU 166, 

ASN 142 

84 
Liquiritigenin 7-glucoside-

4'-apiosyl 

THR 26, GLY 143, ASN 142, GLU 166, 

LEU 141, SER 144, HIS 41 

85 Liquiritin 

HIS 41, MET 49, CYS 145, SER 144, 

MET 165, GLU 166, HIS 163, LEU 141, 

GLY 143, ASN 142, THR 26, THR 25 

86 Liquoric acid 
ASN 142, MET 165, CYS 145, HIS 41, 

MET 49, GLY 143, THR 25, THR 26 

87 Lupeol ASN 142, THR 26, HIS 41 

88 Lupiwighteone ASN 142, HIS 41 

89 Luteone 
GLU 166, ASN 142, SER 144, GLY 143, 

CYS 145 

90 Molnupiravir 
GLU 166, HIS 41, CYS 145, GLY 143, 

SER 144, ASN 142, GLN 189, GLU 166 

91 Mulberoffuran A 
THR 190, PRO 168, GLN 192, GLN 189, 

MET 49, HIS 41, GLU 166 
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(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

92 Naringin 
GLU 166, CYS 145, PRO 168, THR 190, 

GLN 192, HIS 164, HIS 41, MET 49 

93 Odoratin 
HIS 41, GLN 192, THR 190, PRO 168, 

GLU 166, MET 49 

94 Parvisoflavone 
LEU 141, ASN 142, GLY 143, SER 144, 

CYS 145 

95 Paxlovid 

GLN 189, GLN 192, LEU 167, PRO 168, 

THR 190, MET 165, GLU 166, CYS 145, 

LEU 141, ASN 142, GLY 143, ASN 142, 

SER 144 

96 phaseollinisoflavan 
PRO 168, LEU 167, GLU 166, HIS 41, 

MET 165 GLN 189, GLN 192, THR 190 

97 Pinocembroside 
HIS 41, GLU 166, HIS 163, PHE 140, 

GLY 143 

98 Prunetin GLU 166, HIS 41, HIS 163, PHE 140 

99 Puerarin 

THR 190, PRO 168, GLN 192, GLN 189, 

GLU 166, LEU 141, CYS 145, SER 144, 

GLY 143, HIS 164 

100 Rocymosin B 

GLN 189, ASP 187, TYR 54, HIS 164, 

ASN 142, GLU 166, HIS 163, LEU 141, 

SER 144, GLY 143, CYS 145 

101 Scanderone 
GLU 166, ASN 142, SER 144, LEU 141, 

GLY 143, CYS 145, HIS 163 

102 Semilicoisoflavone  B 
LEU 141, SER 144, PHE 140, HIS 41, 

ASN 142 

103 Senegalensin 
PHE 140, HIS 163, MET 165, HIS 41, 

PRO 168, GLN 189, ARG 188, LEU 141 

104 Sophoraisoflavone A 

SER 144, GLY 143, LEU 141, CYS 145, 

HIS 163, HIS 164, MET 165, GLN 189, 

ARG 188 

105 Tachiogroside B 

LEU 141, ASN 142, SER 144, GLY 143, 

HIS 164, CYS 145, HIS 41, ASP 187, 

TYR 54, GLN 189, HIS 163 
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LAMPIRAN 16 

(LANJUTAN) 

 

 Tabel VII.10 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

106 Tachioside 

ASN 142, GLY 143, HIS 164, MET 165, 

HIS 163, CYS 145, SER 144, LEU 141, 

HIS 41 

107 Tephrinone 
ASN 142, GLY 143, CYS 145, HIS 41, 

MET 165 

108 Uralenol 
HIS 41, ASN 142, HIS 163, SER 144, 

MET 165, GLU 166 

109 Uralsaponin M 
GLU 166, PRO 168, ASN 142, THR 25, 

SER 144, HIS 41, CYS 145, MET 165 

110 Wogonoside 

PRO 168, GLU 166, ASN 142, THR 25, 

THR 26, GLY 143, CYS 145, SER 144, 

MET 165 

111 (S)-2,3-Epoxysqualene 
ARG 188, HIS 41, CYS 145, LEU 167, 

PRO 168, GLN 192 

112 Kaempferol 

ARG 188, GLN 189, GLY 143, ASN 142, 

CYS 145, SER 144, HIS 163, LEU 141, 

GLU 166, MET 165 
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LAMPIRAN 17 

VISUALISASI RESIDU ASAM AMINO 7NG6 

Tabel VII 11  

Visualisasi Residu Asam Amino 112 Senyawa Aktif Terhadap Reseptor 7NG6 
 

NO LIGAND RESIDU ASAM AMINO 

1 1-(S)-2,3-Epoxysqualene  

2 phaseollinisolavan ASP 187 

3 2,3-Dihydro-4-methylfuran  

4 2'-Hydroxyisolupalbigenin GLN 189, CYS 145 

5 

3-Methyl-2-butenyl 6-O-

alpha-L-arabinopyranosyl-

beta-D-glucopyranoside 

ASN 142, SER 144, LEU 141, PHE 140, 

CYS 145, HIS 163, GLU 166, GLN 189, 

ARG 188 

6 3'-Hydroxydaidzein  

7 6-C-diprenylorobol GLU 166, ALA 191, GLN 192, GLN 189 

8 6-prenylisoflavone 

GLN 189, HIS 41, MET 49, CYS 44, 

CYS 145, MET 165, PRO 168, ALA 

191, GLN 192 

9 6,8-Diprenylgenistein 

GLN 192, GLU 166, HIS 163, LEU 141, 

ASN 142, SER 144, CYS 145, ARG 188, 

GLN 189, ALA 191, GLN 192 

10 
7-Acetoxy-2-

methylisoflavone 

CYS 145, HIS 41, LEU 141, ASN 142, 

GLU 166, GLN 189 

11 
7-Hydroxy-2-

methylisoflavone 
HIS 41, CYS 145, ASN 142, GLU 166 

12 7-O-(6''-malonylglucoside) 
TYR 54, CYS 145, HIS 41, GLN 189, 

ASN 142, MET 49 

13 
7,4'-Dihydroxy-3'-

methoxyisoflavan 

MET 49, GLN 189, GLU 166, HIS 163, 

LEU 141, SER 144, CYS 145, MET 165, 

HIS 41 

14 
Aalpha,beta-

Dihydrorhaponticin 

CYS 145, ASN 142, LEU 141, PHE 140, 

HIS 163, HIS 172, HIS 41, GLN 192, 

GLN 189, GLU 166 

15 Afrormosin 7-O-glucoside 

GLN 189, MET 165, SER 144, LEU 141, 

ASN 142, CYS 145, HIS 163, HIS 172, 

PHE 140, GLU 166 

16 Anaphalisoleanenoic acid PHE 140, HIS 163, CYS 145, MET 165 

17 Araboglycyrrhizin 
GLN 189, PHE 140, HIS 163, SER 144, 

GLU 166, GLN 192, ASN 142 
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LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

18 beta-Amyrin 
ASN 142, GLN 192, ALA 191, GLU 

166, GLN 189, PHE 140 

19 Cycloartenol  

20 Dehydroglyceollin I MET 165, HIS 41, CYS 145 

21 Desoxoglabrolide MET 165 

22 Dihydrochrysin 
MET 165, HIS 41, CYS 145, HIS 163, 

PHE 140 

23 
Docosyl-3,4-dihydroxy-

trans-cinnamate 
HIS 41, HIS 163, PHE 140, ASN 142 

24 Erybacin B PHE 140, HIS 163, GLU 166, ASN 142 

25 Eurycarpin A 
GLN 189, GLU 166, HIS 163, LEU 141, 

PHE 140 

26 Folerogenin 
HIS 41, HIS 163, SER 144, LEU 141, 

GLN 189, GLU 166 

27 Galangin HIS 41, GLN 189, GLU 166 

28 Gancaonin F HIS 41, MET 165, GLU 166, GLN 189 

29 Gancaonin I 

HIS 41, CYS 145, HIS 163, MET 165, 

GLU 166, GLN 189, THR 190, GLN 

192, ALA 191 

30 Gancaonin G  

31 Genkwanin ALA 191, GLN 192 

32 Glabranin MET 165, MET 49, HIS 41 

33 Glabrene ASP 187, CYS 145, GLU 166, PHE 140 

34 Glabrocoumarin 
ASP 187, CYS 145, MET 165, PHE 140, 

GLU 166 

35 Glabroisoflavanone A MET 165, GLN 189 

36 Glicophenone  

37 Glicoricone LEU 141, HIS 164, GLN 189 

38 Glyasperin B GLN 189, HIS 164 

39 Glyasperin D GLN 189, HIS 164, HIS 41, LEU 141 

40 Glyasperin F 
HIS 163, PHE 140, HIS 41, ARG 188, 

ASN 142 

41 Glycitein ASN 142, ARG 188 
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LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

42 Glycyrrhetic acid 
SER 144, ASN 142, CYS 145, GLU 166, 

ALA 191, GLN 192, LEU 141, PHE 140 

43 Glycyrrhisoflavone 
HIS 163, LEU 141, SER 144, PHE 140, 

GLU 166 

44 Glycirrhizin 
GLN  189, ASN 142, THR 190, ALA 

191, HIS 41, CYS 145, HIS 164 

45 Glyinflanin B SER 144, CYS 145, GLU 166 

46 Glyinflanin A 
PHE 140, HIS 163, ARG 188, CYS 145, 

ASN 142, GLY 143 

47 Glyurallin ALA 191, GLN 192, ARG 188, CYS 145 

48 Glyzaglabrin GLU 166, CYS 145 

49 Hirtellanin I 
GLU 166, MET 165, VAL 186, ARG 

188, HIS 41, LEU 141, PHE 140 

50 Hispaglabridin 
ARG 188, MET 165, PHE 140, LEU 

141, GLU 166, CYS 145, ASN 142 

51 Hydroxywighteone 

GLN 192, GLU 166, ASN 142, PHE 140, 

SER 144, HIS 163, CYS 145, HIS 41, 

ARG 188, ALA 191 

52 Isobavachalcone 

ASN 142, LEU 141, PHE 140, HIS 163, 

SER 144, CYS 145, MET 49, MET 165, 

ARG 188, ASP 187, HIS 41, GLU 166 

53 Isoglabrolide GLU 166, HIS 163, LEU 141, MET 165 

54 Isoliquiritin apioside 

MET 49, GLN 189, ARG 188, GLY 143, 

GLU 166, SER 144, LEU 141, PHE 140, 

CYS 145, HIS 163, ASN 119, MET 165, 

ASN 142, THR 26, THR 25 

55 Isoliquiritin 

THR 190, GLN 192, MET 165, GLU 

166, HIS 163, LEU 141, SER 144, ASN 

142, HIS 164, CYS 145, GLY 143, GLN 

189 

56 Isomedicarpin 
LEU 141, SER 144, HIS 163, GLN 189, 

THR 190 

57 Isomucronulatoll 
MET 165, HIS 164, HIS 163, LEU 141, 

ASN 142, CYS 145 

 

 

 

 



257 
 

 

LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

58 Isotachioside 

HIS 164, MET 165, PHE 140, GLU 166, 

LEU 141, CYS 145, GLY 143, ASN 142, 

GLN 189 

59 Isovitexin 

GLN 189, THR 190, ARG 188, MET 

165, ASN 142, LEU 141, GLY 143, SER 

144, CYS 145, PHE 140, GLU 166, GLN 

192, PRO 168 

60 
Kaempferol 3-O-methyl 

ether 

GLU 166, HIS 172, MET 165, ARG 188, 

GLN 189, MET 49, ASN 142, LEU 141, 

HIS 163, PHE 140 

61 Kanazolol Y  

62 Kanazolol Z 
GLU 166, MET 165, GLN 189, CYS 

145, MET 49, HIS 41 

63 Kanazolol R  

64 Licoagroaurone 
PHE 140, GLU 166, ASN 142, LEU 141, 

CYS 145, HIS 41, VAL 186, MET 165 

65 Licoagrochalcone A 

PHE 140, HIS 163, HIS 41, ARG 188, 

VAL 186, GLY 143, CYS 145, LEU 141, 

ASN 142, GLU 166, MET 165 

66 Licoagrochalcone B 
CYS 145, LEU 141, ASN 142, PHE 140, 

GLU 166, ARG 188, HIS 41 

67 Licoagrochalcone D 
PHE 140, ASN 142, HIS 41, GLU 166, 

ARG 188 

68 Licoagrodin 
THR 190, ARG 188, GLN 192, HS 41, 

ASN 142, PHE 140 

69 Licoagrone 

HIS 163, CYS 145, HIS 41, ASN 142, 

MET 49, LEU 167, GLU 166, GLN 192, 

THR 190, PRO 168, LEU 141 

70 Licoagroside A 

PRO 168, LEU 167, ARG 188, MET 49, 

VAL 186, HIS 41, HIS 163, ASN 142, 

GLU 166, GLN 189 

71 Licoarylcoumarin 

ASN 142, CYS 145, HIS 145, ARG 188, 

MET 165, GLN 189, GLN 192, ALA 

191, THR 190, GLU 166 
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LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

72 Licochalcone B 
HIS 41, MET 165, GLN 189, ALA 191, 

THR 190, GLN 192 

73 Licochalcone C 
ALA 191, MET 165, GLU 168, CYS 

145, ASN 142, HIS 41, GLN 189 

74 Licocoumarin A 
HIS 41, GLU 166, HIS 163, ALA 191, 

GLN 192, MET 165 

75 Licoflavanone 

HIS 163, PHE 140, GLU 166, HIS 172, 

MET 165, GLN 192, VAL 186, MET 49, 

HIS 41, ASN 142 

76 Licoflavonol 

MET 49, TYR 54, ASP 187, CYS 145, 

HIS 41, ASN 142, LEU 141, PHE 140, 

GLU 166, MET 165 

77 Licopyranocoumarin 

HIS 164, THR 190, GLN 192, GLN 189, 

MET 49, ASN 142, GLY 143, CYS 145, 

LEU 141 

78 Licoricesaponin B2 

HIS 41, HIS 164, PHE 140, LEU 141, 

ASN 142, GLU 166, GLN 189, GLN 

192, THR 190, VAL 189, ARG 188 

79 Licoricesaponin E2 

GLN 189, THR 190, ARG 188, GLU 

166, PHE 140, ASN 142, SER 144, CYS 

145, HIS 163, MET 165, LEU 141 

80 Licoricesaponin J2 

MET 49, HIS 164, HIS 41, ASP 187, 

GLN 189, VAL 186, CYS 145, GLU 

166, HIS 163, ARG 188, MET 165, ASN 

142, THR 190, ALA 191 

81 Native ligan 

PRO 168, ALA 191, GLN 192, THR 

190, ARG 188, GLU 166, GLN 189, HIS 

164, MET 49, HIS 41, MET 165, CYS 

145, ASP 187, HIS 163, PHE 140, ASN 

142 

82 Luqcoumarin 
MET 49, HIS 41, CYS 145, HIS 163, 

GLU 166, MET 165, GLN 189 

83 Liquiritic acid 

PHE 140, GLU 166, CYS 145, HIS 163, 

GLN 189, MET 165, PRO 168, ALA 

191, GLN 192 
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LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

84 
Liquiritigenin 7-glucoside-

4'-apiosyl 

PRO 168, LEU 167, THR 169, HIS 164, 

HIS 41, GLN 189, GLU 166, MET 165, 

CYS 145, ASN 142, LEU 141, PHE 140 

85 Liquiritin 

GLN 189, MET 165, HIS 164, ASN 142, 

LEU 141, HIS 163, GLU 166, THR 190, 

GLN 192, ARG 188, PRO 168, LEU 167 

86 Liquoric acid 

GLN 192, GLN 189, PRO 168, THR 

190, MET 165, GLU 166, PHE 140, 

ASN 142 

87 Lupeol GLN 189, HIS 41, ASN 142 

88 Lupiwighteone 

GLN 192, ARG 188, ALA 191, HIS 41, 

CYS 145, ASN 142, GLU 166, THR 190, 

ALA 191 

89 Luteone 
GLN 192, GLU 166, ASN 142, CYS 

145, HIS 41, ARG 188, ALA 191 

90 Molnupiravir 
PHE 140, HIS 163, GLU 166, SER 144, 

HIS 172, LEU 141 

91 Mulberoffuran A 
GLN 189, THR 190, GLU 166, HIS 163, 

PHE 140, LEU 141, SER 144 

92 Naringin 

PHE 140, HIS 163, CYS 145, HIS 164, 

GLU 166, HIS 164, PRO 168, GLN 192, 

THR 190, GLN 189, HIS 41, MET 48 

93 Odoratin 

PHE 140, HIS 164, GLU 166, CYS 145, 

HIS 41, MET 49, VAL 186, ARG 188, 

GLN 189 

94 Parvisoflavone 

ASN 142, PHE 140, HIS 163, MET 165, 

GLU 166, HIS 164, MET 49, HIS 41, 

ARG 188, GLN 189 

95 Paxlovid 

HIS 41, ASN 142, SER 144, LEU 141, 

MET 165, HIS 163, CYS 145, PHE 140, 

HIS 172, GLU 166, GLN 189, THR 190, 

HIS 164, THR 190, ARG 188 

96 phaseollinisoflavan 
ASN 142, CYS 145, HIS 41, HIS 164, 

GLU 166, MET 165, ARG 188, THR 190 

 

 

 

 



260 
 

 

LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

97 Pinocembroside 

ASN 142, CYS 44, THR 25, SER 46, 

THR 24, MET 49, HIS 41, CYS 145, 

ARG 188, HIS 164, GLN 189, GLU 166 

98 Prunetin 
PHE 140, ASN 142, GLU 166, GLN 189, 

HIS 41, MET 49, HIS 164 

99 Puerarin 

GLN 192, ARG 188, HIS 41, CYS 154, 

ASN 142, PHE 140, GLU 166, GLN 189, 

ALA 191 

100 Rocymosin B 

LEU 141, PHE 140, HIS 163, ASN 142, 

GLU 166, MET 165, HIS 164, CYS 145, 

HIS 41, MET 49 

101 Scanderone 

LEU 141, PHE 140, HIS 163, GLU 166, 

CYS 145, METT 165, HIS 164, HIS 41, 

ASN 142, ARG 188, VAL 186 

102 Semilicoisoflavone  B 
HIS 163, PHE 140, GLU 166, ARG 188, 

MET 49, HIS 164, CYS 145, ASN 142 

103 Senegalensin 

ARG 188, MET 165, HIS 41, CYS 44, 

MET 49, GLU 166, CYS 45, SER 144, 

PHE 140, HIS 163 

104 Sophoraisoflavone A 
PHE 140, HIS 163, GLU 166, MET 165, 

ARG 188, MET 49, HIS 41, CYS 145 

105 Tachiogroside B 

SER 144, PHE 140, LEU 141, ASN 142, 

MET 49, VAL 186, ARG 188, GLU 166, 

THR 190 

106 Tachioside 

SER 144, HIS 163, LEU 141, ASN 142, 

CYS 145, HIS 164, PHE 140, GLN 189, 

HIS 41, GLU 166, HIS 172, ARG 188 

107 Tephrinone GLN 189, HIS 41, HIS 164 

108 Uralenol HIS 41, ALA 191, GLN 192, GLU 166 

109 Uralsaponin M 

THR 169, HIS 164, GLN 189, GLU 166, 

CYS 145, SER 144, ASN 142, LEU 141, 

PHE 140 
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LAMPIRAN 17 

(LANJUTAN) 

 

 Tabel VII.11 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

110 Wogonoside 

ARG 188, GLN 189, THR 190, PHE 

140, ASN 142, GLU 166, HIS 163, GLU 

166, HIS 163, SER 144, LEU 141, GLY 

143, CYS 145, HIS 164 

111 (S)-2,3-Epoxysqualene ASP 187, HIS 41 

112 Kaempferol 

MET 49, GLN 189, ASN 142, PHE 140, 

HIS 163, SER 144, LEU 141, CYS 145, 

GLU 166, MET 165 
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LAMPIRAN 18 

VISUALISASI RESIDU ASAM AMINO 7DPU 

Tabel VII 12  

Visualisasi Residu Asam Amino 112 Senyawa Aktif Terhadap Reseptor 7SI9 
 

NO LIGAND RESIDU ASAM AMINO 

1 1-(S)-2,3-Epoxysqualene MET49, HIS41, GLN189 

2 phaseollinisolavan HIS41, GLN189, ASN119 

3 2,3-Dihydro-4-methylfuran TYR54 

4 2'-Hydroxyisolupalbigenin 
HIS41, THR25, THR24, GLU166, GLN189, 

PRO168, ASN142, MET165 

5 

3-Methyl-2-butenyl 6-O-

alpha-L-arabinopyranosyl-

beta-D-glucopyranoside 

GLU166, GLU166, CYS44,MET49, 

HIS41,THR25, GLN189,  

6 3'-Hydroxydaidzein 
MET165, ARG188, HIS41, MET49, THR25, 

THR26, GLU166,GLN189 

7 6-C-diprenylorobol 
MET165, ARG188, HIS41, MET49, GLY143, 

GLU166,GLN189, PRO168 

8 6-prenylisoflavone 
MET165, ARG188, HIS41, MET49,CYS145, 

GLU166,GLN189, THR24, THR26, GLY143 

9 6,8-Diprenylgenistein 
MET165, ARG188, HIS41, MET49,CYS145, 

GLU166,GLN189, GLY143, ASN142, LEU167 

10 
7-Acetoxy-2-

methylisoflavone 
GLY143, LEU27, THR26, MET49, HIS41, 

THR25, GLN189 

11 
7-Hydroxy-2-

methylisoflavone 
MET165, ARG188, HIS41, MET49, GLY143, 

GLU166,GLN189, PRO168, CYS145 

12 7-O-(6''-malonylglucoside) 
MET165, ARG188, HIS41, MET49,CYS145, 

GLU166,GLN189, GLY143, ASN142, 

LEU167, CYS44 

13 
7,4'-Dihydroxy-3'-

methoxyisoflavan 
GLU166, GLN189, GLY143, MET49, 

ASN142, MET165 

14 
Aalpha,beta-

Dihydrorhaponticin 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, ARG188 

15 Afrormosin 7-O-glucoside 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, ARG188, THR26, THR25, 

CYS145, GLY143 

16 Anaphalisoleanenoic acid 
 GLU166, GLN189, MET165, THR25, HIS41, 

ARG188, THR25, CYS145, GLY143, LEU27, 

GLY143 

17 Araboglycyrrhizin 
 GLU166, GLN189, MET165, THR26, HIS41, 

ARG188, THR24, CYS145, GLY143, LEU27, 

GLY143, ASN119 
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LAMPIRAN 18 

(LANJUTAN) 

 

 Tabel VII.12 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

18 beta-Amyrin 
GLN189, MET49, HIS41, MET165, GLU166, 

ASN142, GLY143 

19 Cycloartenol 
MET165, MET49, HIS41, GLN189, GLY143, 

ASN142, GLU166,  

20 Dehydroglyceollin I 
 GLU166, GLN189, MET165, THR26, HIS41, 

ARG188, THR24, CYS145, GLY143, THR25, 

GLY143, ASN119 

21 Desoxoglabrolide 
 GLU166, GLN189, MET165, THR25, HIS41, 

ARG188, THR24, CYS145, GLY143, LEU27, 

GLY143, ASN142 

22 Dihydrochrysin 
ARG188, CYS145, HIS41, GLN189, MET165, 

GLU166, THR25 

23 
Docosyl-3,4-dihydroxy-

trans-cinnamate 

ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, THR26, THR25, CYS145, 

GLY143, PRO52, SER46 

24 Erybacin B 
ARG188, CYS145, HIS41, GLN189, MET165, 

GLU166, THR25, MET49, GLY143, CYS145 

25 Eurycarpin A 
ARG188, CYS145, HIS41, GLN189, MET165, 

GLU166, THR25,THR26,  MET49, GLY143, 

CYS145, HIS164 

26 Folerogenin 
 ASP187, GLU166, GLN189, MET165, 

THR25, HIS41, ARG188, THR26, CYS145, 

GLY143, LEU27, GLY143, ASN142 

27 Galangin 
ASP187, GLU166, GLN189, MET165, THR25, 

HIS41, THR26, THR25, CYS145 , LEU27 

28 Gancaonin F 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR26, HIS41, THR26, THR25, CYS145, 

GLY143,ASN142 

29 Gancaonin I 
ARG188, CYS145, HIS41, GLN189, MET165, 

GLU166, THR25, THR24, THR26 

30 Gancaonin G 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, THR26, HIS41, THR26, THR25, 

CYS145, MET49 

31 Genkwanin 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, THR26, CYS145, GLY143, 

PRO52, CYS44 

32 Glabranin  
ASP187, GLU166, GLN189, MET165, THR25, 

THR26, HIS41,  CYS145, MET49, LEU27 
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LAMPIRAN 18 

(LANJUTAN) 

 

 Tabel VII.12 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

33 Glabrene 
GLU166, GLN189, MET165, THR25, THR24, 

THR26, HIS41, THR26,  CYS145, MET49, 

LEU27, SER46 

34 Glabrocoumarin 
THR45, GLU166, GLN189, MET165, THR25, 

THR24, THR26, HIS41, THR26,  CYS145, 

MET49, CYS44 

35 Glabroisoflavanone A 
GLU166, GLY143, GLN189, MET165, HIS41, 

THR26,  CYS145, MET49, LEU27, THR25,  

36 Glicophenone 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, THR26, CYS145, GLY143, 

PRO52, CYS44 

37 Glicoricone  
ARG188, CYS145, HIS41, GLN189, MET165, 

GLU166, THR25, THR24, THR26, HIS164 

38 Glyasperin B 
ASP187, GLU166, GLN189, MET165, THR25, 

HIS41, THR26, GLY143, HIS164 

39 Glyasperin D 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, THR26, CYS145, GLY143, 

ARG188 

40 Glyasperin F 
ASP187, GLU166, GLN189, MET165, HIS41,  

CYS145, MET49, LEU27, THR190, ASN142 

41 Glycitein 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, THR26, HIS41, THR26, CYS145, 

GLY143, PRO52 

42 Glycyrrhetic acid 
LEU167, PRO168, THR25, GLN189, CYS145, 

GLY143, MET49, MET165, ASN142, GLU166 

43 Glycyrrhisoflavone 
 GLU166, GLN189, MET165, THR25, HIS41, 

THR26, THR24, GLY143, HIS164, ARG188, 

CYS145 

44 Glycirrhizin 
GLU166, GLN189, MET165, THR25, THR24, 

THR26, HIS41, THR26,  CYS145, MET49, 

LEU27, SER46, ASN142, PRO168,ASN119,  

45 Glyinflanin B 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, THR26, CYS145, GLY143, 

PRO52 

46 Glyinflanin A 
ASP187, TYR54, GLU166, GLN189, MET165, 

THR25, HIS41, THR26, CYS145, PRO52, 

SER46 
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LAMPIRAN 18 

(LANJUTAN) 

 

 Tabel VII.12 

Lanjutan 

NO LIGAND RESIDU ASAM AMINO 

47 Glyurallin 
ASP187, TYR54, LEU167, PRO168,  GLN189, 

CYS145, GLY143, MET49, MET165, ASN142, 

GLU166, GLU170 

48 Glyzaglabrin 
GLU166, GLN189, MET165, HIS41,  CYS145, 

MET49, LEU27, ARG188, THR25, THR26 

49 Hirtellanin I 
ASP187, GLU166, GLN189, MET165, THR25, 

HIS41, THR26, CYS145, GLY143, ASN142, 

CYS145, ARG188, MET49 

50 Hispaglabridin 
ASP187, TYR54, LEU27,  GLN189, CYS145, 

GLY143, MET49, MET165, ASN142, 

GLU166, ARG188, HIS41 

51 Hydroxywighteone 
THR26, HIS41, ASP187, MET49, GLU166, 

TYR54, CYS44 

52 Isobavachalcone 
CYS145,  HIS41, MET49, GLU166, GLN189, 

SER46, MET165 

53 Isoglabrolide  
CYS145,  HIS41, MET49, GLU166, GLN189, 

MET165 

54 Isoliquiritin apioside 
ASP187, TYR54, LEU27, CYS145, GLY143, 

MET49, MET165, ASN142, GLU166, HIS41, 

SER46 

55 Isoliquiritin  
CYS145,  HIS41, MET49, THR24, GLN189, 

THR26, ASN119, GLY143,  

56 Isomedicarpin GLN189, ASP187, MET49, HIS41 

57 Isomucronulatoll 
GLN189, GLU166, MET49, HIS41, MET165, 

CYS145 

58 Isotachioside  
ASP187, GLN189, GLU166, MET49, HIS41, 

MET165, CYS145, THR25, HIS164 

59 Isovitexin 
ASP187, GLN189, GLY143, MET49, HIS41, 

MET165, CYS145, THR26, ASN119 

60 
Kaempferol 3-O-methyl 

ether 
GLN189, GLU166, HIS41, MET165, THR25 

61 Kanazolol Y GLN189, GLU166, HIS41,  THR25, GLY143 

62 Kanazolol Z 
GLN189, GLU166, HIS41, MET165, THR25, 

CYS145 

63 Kanazolol R 
GLN189, GLU166,  MET165, ARG188, 

ASP187,HIS41, CYS145 

64 Licoagroaurone 
GLN189, GLU166,  MET165, ARG188, 

CYS145,HIS41 
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65 Licoagrochalcone A 
GLN189, GLU166,  MET165, ARG188, 

CYS145,HIS41, MET49 

66 Licoagrochalcone B 
ASP187, TYR54, GLN189, GLU166,  

MET165, CYS145,HIS41 

67 Licoagrochalcone D 
ASP187, TYR54, GLN189, GLU166,  

GLY143, THR26,HIS41 

68 Licoagrodin THR24, THR26, GLU166, CYS44 

69 Licoagrone 
LEU27, GLN189, GLU166,  MET165, THR24,  

CYS145,HIS41, MET49, CYS145 

70 Licoagroside A 
LEU27, GLN189, GLY143, THR26, MET165, 

THR24,  CYS145,HIS41, MET49, CYS145 

71 Licoarylcoumarin 
LEU27, GLN189, GLY143, THR26, MET165, 

THR24,  CYS145,HIS41, MET49, CYS145, 

THR25, CYS44 

72 Licochalcone B 
ASP187, TYR54, GLN189, GLU166,  

GLY143, HIS41, CYS145, THR25,  

73 Licochalcone C 
ASP187, TYR54, GLN189, GLU166,  

GLY143, HIS41, CYS145,  

74 Licocoumarin A 
MET49, THR24, THR26, GLU166, CYS145, 

GLN189 

75 Licoflavanone 
ASP187, MET49, THR25, THR26, GLU166, 

CYS145, HIS41 

76 Licoflavonol HIS41, ASP187, GLU166, GLY143 

77 Licopyranocoumarin 
HIS41, HIS164, GLU166, GLY143, ASN142, 

PRO168 

78 Licoricesaponin B2 
THR24, SER46, GLN189, MET49, THR25, 

THR26, GLU166, CYS145, HIS41 

79 Licoricesaponin E2 
THR24, SER46, MET49, THR25, 

THR26,ASN142, HIS41 

80 Licoricesaponin J2 
THR24, LEU167, MET49, THR25, 

THR26,ASN142, HIS41, GLN189, GLU166 

81 Native ligan 
GLN189, CYS44, PRO52,  MET49, THR25, 

THR26, GLU166, CYS145, HIS41, ASN142 

82 Luqcoumarin 
HIS41, GLU166, GLY143, PRO52, CYS44, 

GLN189, MET165 

83 Liquiritic acid HIS41, THR25 
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84 
Liquiritigenin 7-glucoside-

4'-apiosyl 
CYS145, GLN189, GLU166,  MET49, THR25, 

THR26,ASN142, HIS41 

85 Liquiritin HIS41, GLU166, GLY143, GLN189, CYS145 

86 Liquoric acid 
MET49,  GLU166, GLY143, GLN189, 

CYS145, THR26 

87 Lupeol HIS41 

88 Lupiwighteone HI41, THR24, THR26 

89 Luteone HI41, THR24, THR26, GLU166, GLY143 

90 Molnupiravir 
ARG188,  GLU166, GLY143, GLN189, 

CYS145, ASN142, HIS41 

91 Mulberoffuran A GLN189, GLY143, HIS41, MET165 

92 Naringin 
THR24, THR26, HIS164, CYS145, GLN189, 

GLU166,  MET49, THR25, ARG188, MET165 

93 Odoratin 
ASP187, THR25, THR26, MET165, GLN189,  

HIS41 

94 Parvisoflavone PRO168,  THR25, THR26, MET165, GLN189 

95 Paxlovid THR24, THR25, HIS41, GLN189 

96 phaseollinisoflavan ASP187, HIS41, GLN189, CYS145, GLY143 

97 Pinocembroside HIS164,  HIS41, GLN189, CYS145,THR25 

98 Prunetin 
HIS41, CYS145, THR25, THR26, GLU166, 

GLN189 

99 Puerarin ASN142, HIS41, THR25,  GLU166, GLN189 

100 Rocymosin B 
GLY143, ASN142, HIS41, THR25,  GLU166, 

GLN189, CYS145 

101 Scanderone 
 THR26, HIS41, THR25,  GLU166, GLN189, 

CYS145 

102 Semilicoisoflavone  B THR26, HIS41, GLU166 

103 Senegalensin 
LEU27,  MET49, HIS41, THR25,  GLU166, 

GLN189, CYS145, MET165 

104 Sophoraisoflavone A 
THR25, THR26, LEU27, HIS41, GLN189, 

CYS145, MET165 

105 Tachiogroside B 
GLY143, HIS41, THR25,  MET165, GLN189, 

CYS145, ASN142 

106 Tachioside ARG188, HIS41, THR25,  MET165, GLN189 

107 Tephrinone THR26, HIS41, GLN189, ARG188 
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108 Uralenol THR26, GLN289, ASP187, TYR54 

109 Uralsaponin M PRO168, THR26, GLN189 

110 Wogonoside  
THR25, THR26, SER46, HIS41, CYS44, 

GLY143, GLU166 

111 (S)-2,3-Epoxysqualene 
THR45, SER46, CYS44, HIS41, THR25, 

THR24, GLU166, GLN189, MET49, ASP187, 

LEU27, MET165, GLY143 

112 Kaempferol 
THR25, THR26, MET49, MET165, CYS145, 

HIS41, CYS44, GLY143, GLU166 
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