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Lampiran 1 Daftar Ligan Uji dan Ligan Alami 

Kode 

senyawa 

Nama 

Senyawa 

Rumus 

senyawa 

Smiles  

Ligan 

alami 

2QMJ C25H44NO18 C[C@@H]1[C@H]([C@@H]([C@H]([C

@H](O1)O[C@@H]2[C@H](O[C@@H](

[C@@H]([C@H]2O)O)O[C@@H]3[C@

H](O[C@@H]([C@@H]([C@H]3O)O)O)

CO)CO)O)O)[NH2+][C@H]4C=C([C@H

]([C@@H]([C@H]4O)O)O)CO 

D2 Beta 

Amyrin 

C30H50O C[C@@]12CC[C@@]3(C(=CC[C@H]4[

C@]3(CC[C@@H]5[C@@]4(CC[C@@

H](C5(C)C)O)C)C)[C@@H]1CC(CC2)(C

)C)C 

D3 Camphe

ne 

C10H16 CC1(C2CCC(C2)C1=C)C 

D4 Diosgeni

n 

C27H42O3 C[C@@H]1CC[C@@]2([C@H]([C@H]3

[C@@H](O2)C[C@@H]4[C@@]3(CC[C

@H]5[C@H]4CC=C6[C@@]5(CC[C@@

H](C6)O)C)C)C)OC1 

D5 Tetramet

hylcyclo

undeca 

C15H22O C/C/1=C/CC(/C=C\C(=O)/C(=C\CC1)/C)(

C)C 

D6 A-

Humulen

e 

C15H24 C/C/1=C\CC(/C=C/C/C(=C/CC1)/C)(C)C 

D7 Eremant

hin 

C15H18O2 CC1=CC[C@@H]2[C@@H]([C@@H]3[

C@H]1CCC3=C)OC(=O)C2=C 

D8 Carvacro

l 

C10H14O CC1=C(C=C(C=C1)C(C)C)O 

D9 pinocarv

eol 

C10H16O CC1(C2CC1C(=C)C(C2)O)C 

D10 Cineol 

 

C10H18O CC1(C2CCC(O1)(CC2)C)C 

D11 Cadinene C15H26 C[C@H]1CC[C@H]([C@H]2[C@H]1C=

C[C@@H](C2)C)C(C)C 

D12 Reynosin 

 

C15H20O3 C[C@@]12CC[C@@H]3[C@@H]([C@

H]1C(=C)CC[C@H]2O)OC(=O)C3=C 

  

D13 Beta 

sitosterol 

 

 

C29H50O CC[C@H](CC[C@@H](C)[C@H]1CC[C

@@H]2[C@@]1(CC[C@H]3[C@H]2CC

=C4[C@@]3(CC[C@@H](C4)O)C)C)C(

C)C 

D14 Kaempfe

rol 

C15H10O6 C1=CC(=CC=C1C2=C(C(=O)C3=C(C=C

(C=C3O2)O)O)O)O 

https://pubchem.ncbi.nlm.nih.gov/#query=C25H44NO18+
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C10H16
https://pubchem.ncbi.nlm.nih.gov/#query=C27H42O3
https://pubchem.ncbi.nlm.nih.gov/#query=C15H22O
https://pubchem.ncbi.nlm.nih.gov/#query=C15H24
https://pubchem.ncbi.nlm.nih.gov/#query=C15H18O2
https://pubchem.ncbi.nlm.nih.gov/#query=C10H14O
https://pubchem.ncbi.nlm.nih.gov/#query=C10H16O
https://pubchem.ncbi.nlm.nih.gov/#query=C10H18O
https://pubchem.ncbi.nlm.nih.gov/#query=C15H26
https://pubchem.ncbi.nlm.nih.gov/#query=C15H20O3
https://pubchem.ncbi.nlm.nih.gov/#query=C29H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O6
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D15 Luteolin 

 

 

C15H10O6 C1=CC(=C(C=C1C2=CC(=O)C3=C(C=C

(C=C3O2)O)O)O)O 

D16 Apigenin 

 

C15H10O5 C1=CC(=CC=C1C2=CC(=O)C3=C(C=C(

C=C3O2)O)O)O 

D17 Rutin 

 

C27H30O16 C[C@H]1[C@@H]([C@H]([C@H]([C@

@H](O1)OC[C@@H]2[C@H]([C@@H](

[C@H]([C@@H](O2)OC3=C(OC4=CC(=

CC(=C4C3=O)O)O)C5=CC(=C(C=C5)O)

O)O)O)O)O)O)O 

D18 Naringen

in 

 

C15H12O5 C1[C@H](OC2=CC(=CC(=C2C1=O)O)O

)C3=CC=C(C=C3)O 

D19 Hesperid

in 

 

C28H34O15 

 

C[C@H]1[C@@H]([C@H]([C@H]([C@

@H](O1)OC[C@@H]2[C@H]([C@@H](

[C@H]([C@@H](O2)OC3=CC(=C4C(=O

)C[C@H](OC4=C3)C5=CC(=C(C=C5)O

C)O)O)O)O)O)O)O)O 

D20 Myriceti

n 

 

C15H10O8 C1=C(C=C(C(=C1O)O)O)C2=C(C(=O)C

3=C(C=C(C=C3O2)O)O)O 

D21 Isohamn

etin 

 

C16H12O10S 

 

COC1=C(C=CC(=C1)C2=C(C(=O)C3=C(

C=C(C=C3O2)O)O)OS(=O)(=O)O)O 

D22 Fisetin 

 

C15H10O6 

 

C1=CC(=C(C=C1C2=C(C(=O)C3=C(O2)

C=C(C=C3)O)O)O)O 

  

D23 Baicalein 

 

C15H10O5 C1=CC=C(C=C1)C2=CC(=O)C3=C(O2)

C=C(C(=C3O)O)O 

D24 Chrysin 

 

C15H10O4 C1=CC=C(C=C1)C2=CC(=O)C3=C(C=C

(C=C3O2)O)O 

D25 Genistei

n 

C15H10O5 C1=CC(=CC=C1C2=COC3=CC(=CC(=C

3C2=O)O)O)O 

D26 Daidzein C15H10O4 C1=CC(=CC=C1C2=COC3=C(C2=O)C=

CC(=C3)O)O 

D27 Biochani

n a 

C16H12O5 COC1=CC=C(C=C1)C2=COC3=CC(=CC

(=C3C2=O)O)O 

D28 Stigmast

erol 

C29H48O CC[C@H](/C=C/[C@@H](C)[C@H]1CC

[C@@H]2[C@@]1(CC[C@H]3[C@H]2

CC=C4[C@@]3(CC[C@@H](C4)O)C)C)

C(C)C 

D29 Friedelin C30H50O C[C@H]1C(=O)CC[C@@H]2[C@@]1(C

C[C@H]3[C@]2(CC[C@@]4([C@@]3(C

C[C@@]5([C@H]4CC(CC5)(C)C)C)C)C

)C)C 

https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O6
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O5
https://pubchem.ncbi.nlm.nih.gov/#query=C27H30O16
https://pubchem.ncbi.nlm.nih.gov/#query=C15H12O5
https://pubchem.ncbi.nlm.nih.gov/#query=C28H34O15
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O8
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O10S
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O6
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O5
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O4
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O5
https://pubchem.ncbi.nlm.nih.gov/#query=C15H10O4
https://pubchem.ncbi.nlm.nih.gov/#query=C16H12O5
https://pubchem.ncbi.nlm.nih.gov/#query=C29H48O
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
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D30 Lanoster

ol 

C30H50O C[C@H](CCC=C(C)C)[C@H]1CC[C@@

]2([C@@]1(CCC3=C2CC[C@@H]4[C@

@]3(CC[C@@H](C4(C)C)O)C)C)C 

D31 Cycloart

enol 

C30H50O C[C@H](CCC=C(C)C)[C@H]1CC[C@@

]2([C@@]1(CC[C@]34[C@H]2CC[C@

@H]5[C@]3(C4)CC[C@@H](C5(C)C)O)

C)C 

D32 Fucoster

ol 

C29H48O C/C=C(\CC[C@@H](C)[C@H]1CC[C@

@H]2[C@@]1(CC[C@H]3[C@H]2CC=

C4[C@@]3(CC[C@@H](C4)O)C)C)/C(C

)C 

D33 Botulin   

D34 Uvaol C30H50O2 C[C@@H]1CC[C@@]2(CC[C@@]3(C(

=CC[C@H]4[C@]3(CC[C@@H]5[C@@

]4(CC[C@@H](C5(C)C)O)C)C)[C@@H]

2[C@H]1C)C)CO 

D35 Geraniol C10H18O CC(=CCC/C(=C/CO)/C)C 

D36 Myrcene C10H16  CC(=CCCC(=C)C=C)C 

D37 Caryoph

yllene 

C15H24 C/C/1=C\CCC(=C)[C@H]2CC([C@@H]

2CC1)(C)C  

D38 Sabinene C10H16 CC(C)C12CCC(=C)C1C2 

D39 Bisabolo

l 

C15H26O CC1=CC[C@@H](CC1)[C@@](C)(CCC

=C(C)C)O 

D40 Farnesol C15H26O CC(=CCCC(=CCCC(=CCO)C)C)C 

D41 nerol C10H18O  CC(=CCC/C(=C\CO)/C)C 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O
https://pubchem.ncbi.nlm.nih.gov/#query=C29H48O
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O2
https://pubchem.ncbi.nlm.nih.gov/#query=C10H18O
https://pubchem.ncbi.nlm.nih.gov/#query=C10H16
https://pubchem.ncbi.nlm.nih.gov/#query=C15H24
https://pubchem.ncbi.nlm.nih.gov/#query=C10H16
https://pubchem.ncbi.nlm.nih.gov/#query=C15H26O
https://pubchem.ncbi.nlm.nih.gov/#query=C15H26O
https://pubchem.ncbi.nlm.nih.gov/#query=C10H18O
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Lampiran 2 Struktur 2D dan 3D Ligan Uji dan Ligan Alami 

Kode 

senyawa 

Struktur 2D Rumus senyawa 

Ligan 

alami 

 

 

D2 

 
 

D3 

 

 

D4 
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D5 

 

 

D6 

 

 

D7 

 

 

D8 
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D9 

 

 

D10 

 

 

D11 

 

 

D12 

 

 

D13 
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D14 

 

 

D15 

 

 

D16 

 

 

D17 

 

 

D18 
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D19 

 

 

D20 

 

 

D21 

 

 

D22 

 

 

D23 

 

 



54 

 

D24 

 

 

D25 

 

 

D26 

 

 

D27 

 

 

D28 
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D29 

 

 

D30 

 

 

D31 

 

 

D32 

 

 

D33   

D34 
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D35 

 

 

D36 

 

 

D37 

 

 

D38 

 

 

D39 
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D40 

 

 

D41 
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Lampiran 3 Visualisasi Hasil Penambatan Molekul Ligan Uji 

 

D2 

 
D3 
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D4 

 
D5 



60 

 

 
D6 

 
D7 
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D8 

 
D9 
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D10 

 
D11 
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D13 
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D15 
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D16 

 
D17 
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D18 

 
D19 
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D20 

 
D21 
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D22 

 
D23 
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D24 

 
D25 
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D26 

 
D27 
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D28 

 
D29 
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D30 

 
D31 



73 

 

 
D32 

 
D33 
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D34 

 
D35 
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D36 

 
D37 
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D38 

 
D39 
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D40 

 
D41 
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D42 
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Lampiran 4 Hasil cek plagiarisme 
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Lampiran 5 kartu bimbingan 
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Lampiran 6 Curriculum vitae 

 


