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LAMPIRAN 

 

Lampiran 1.  Prediksi Aktivitas Biologis Senyawa Ikan Sidat dengan PASS Online 

1. Senyawa dengan aktivitas biologis antiviral influenza dan influenza A dengan Pa>0,6 

Nama Senyawa CID Pa Pi Aktivitas Biologis SMILE 

4-Hydroxybenzenesulfonic acid 4765 0.792 0.002 Antiviral (Influenza A) C1=CC(=CC=C1O)S(=O)(=O)O 

15(R)-Prostaglandin D2 132282632 0.749 0.004 Antiviral (Influenza) 
CCCCCC(C=CC1C(C(CC1=O)O)CC=CCCCC 

(=O)O)O 

1beta-Hydroxycholic acid 5283893 0.728 0.004 Antiviral (Influenza) 
CC(CCC(=O)O)C1CCC2C1(C(CC3C2C(CC4C3 

(C(CC(C4)O)O)C)O)O)C 

4,4-dimethyl-5alpha-cholesta-8,14,24- 

trien-3beta-ol 
443212 0.72 0.004 Antiviral (Influenza) 

CC(CCC=C(C)C)C1CC=C2C1(CCC3=C2CCC4C3 

(CCC(C4(C)C)O)C)C 

Carboprost 5281075 0.709 0.005 Antiviral (Influenza) 
CCCCCC(C)(C=CC1C(CC(C1CC=CCCCC(=O) 

O)O)O)O 

4-Dodecylbenzenesulfonic acid 8485 0.672 0.008 Antiviral (Influenza) 
CCCCCCCCCCCCC1=CC=C(C=C1)S(=O) 

(=O)O 

10-HDA 5312738 0.642 0.01 Antiviral (Influenza) C(CCCC=CC(=O)O)CCCO 

10,16-Dihydroxyhexadecanoic acid 441449 0.621 0.011 Antiviral (Influenza) C(CCCCC(=O)O)CCCC(CCCCCCO)O 

9,10-Dihydroxystearic acid 89377 0.599 0.013 Antiviral (Influenza) CCCCCCCCC(C(CCCCCCCC(=O)O)O)O 

(R)-2-hydroxystearic acid 439885 0.619 0.012 Antiviral (Influenza) CCCCCCCCCCCCCCCCC(C(=O)O)O 

2-Hydroxymyristic acid 1563 0.619 0.012 Antiviral (Influenza) CCCCCCCCCCCCC(C(=O)O)O 

2-Hydroxytetracosanoic acid 102430 0.619 0.012 Antiviral (Influenza) CCCCCCCCCCCCCCCCCCCCCCC(C(=O)O)O 

3-Hydroxysebacic acid 3017884 0.605 0.013 Antiviral (Influenza) C(CCCC(=O)O)CCC(CC(=O)O)O 

4-(Heptyloxy)benzoic acid 85154 0.625 0.011 Antiviral (Influenza) CCCCCCCOC1=CC=C(C=C1)C(=O)O 
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1,2,3-cyclopropanetricarboxylic acid 604010 0.609 0.012 Antiviral (Influenza) CCOC(=O)C1C(C1C(=O)OCC)C(=O)OCC 

(2R)-2,3-Dihydroxypropanoic acid 439194 0.6 0.013 Antiviral (Influenza) C(C(C(=O)O)O)O 

6-acetyloxy-7-ethenyl-1,4a,7-trimethyl-

3,4,4b,5,6,8,10,10a-octahydro-2H-

phenanthrene-1-carboxylic acid 
51694232 0.674 0.007 Antiviral (Influenza) 

CC(=O)OC1CC2C(=CCC3C2(CCCC3(C)C(=O) 

O)C)CC1(C)C=C 

(±)13-HODE 6443013 0.646 0.009 Antiviral (Influenza) CCCCCC(C=CC=CCCCCCCCC(=O)O)O 

(R)-3-Hydroxy myristic acid 5288266 0.635 0.01 Antiviral (Influenza) CCCCCCCCCCCC(CC(=O)O)O 

3-Hydroxypentadecanoic acid 182089 0.635 0.01 Antiviral (Influenza) CCCCCCCCCCCCC(CC(=O)O)O 

4-(hydroxymethyl)benzoic acid 76360 0.622 0.011 Antiviral (Influenza) C1=CC(=CC=C1CO)C(=O)O 

Androstanolone 10635 0.658 0.009 Antiviral (Influenza) CC12CCC(=O)CC1CCC3C2CCC4(C3CCC4O)C 

19(R)-hydroxy Prostaglandin A2 16061098 0.655 0.009 Antiviral (Influenza) 
CC(CCCC(C=CC1C=CC(=O)C1CC=CCCCC(=O) 

O)O)O 

4-[(2,4-Dihydroxyphenyl)diazenyl] 

benzenesulfonic acid 
11035 0.653 0.009 Antiviral (Influenza) 

C1=CC(=CC=C1N=NC2=C(C=C(C=C2)O)O)S 

(=O)(=O)O 

14(Z)-Eicosenoic acid 5282770 0.652 0.009 Antiviral (Influenza) CCCCCC=CCCCCCCCCCCCCC(=O)O 

Androst-4-en-3-one 250294 0.646 0.009 Antiviral (Influenza) CC12CCCC1C3CCC4=CC(=O)CCC4(C3CC2)C 

13Z,16Z-docosadienoic acid 5312554 0.599 0.013 Antiviral (Influenza) CCCCCC=CCC=CCCCCCCCCCCCC(=O)O 

8Z,11Z,14Z-Eicosatrienoic acid 5280581 0.599 0.013 Antiviral (Influenza) CCCCCC=CCC=CCC=CCCCCCCC(=O)O 

Adrenic acid 5497181 0.599 0.013 Antiviral (Influenza) CCCCCC=CCC=CCC=CCC=CCCCCCC(=O)O 

Arachidonic acid 444899 0.599 0.013 Antiviral (Influenza) CCCCCC=CCC=CCC=CCC=CCCCC(=O)O 

(±)11(12)-EET 53480479 0.609 0.012 Antiviral (Influenza) CCCCCC=CCC1C(O1)CC=CCC=CCCCC(=O)O 

8-(4-Sulfophenyl) octanoic acid 53987276 0.668 0.008 Antiviral (Influenza) C1=CC(=CC=C1CCCCCCCC(=O)O)S(=O)(=O)O 
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2. Senyawa dengan aktivitas biologis antiviral poxvirus, rhinovirus, dan picornavirus dengan Pa>0,7 

Nama Senyawa CID Pa Pi Aktivitas Biologis SMILES 

Adenosine-5'-diphosphate 

Di(monocyclohexylammonium)salt 
197 0.956 0.001 Antiviral (Poxvirus) 

C1=NC(=C2C(=N1)N(C=N2)C3C(C(C(O3)COP 

(=O)(O)OP(=O)(O)O)O)O)N 

(10S)-Juvenile hormone III diol 10859043 0.891 0 Antiviral (Rhinovirus) CC(=CCCC(=CC(=O)OC)C)CCC(C(C)(C)O)O 

9-(2,3-dihydroxypropoxy)-9-

oxononanoic acid 
45783154 0.762 0.002 Antiviral (Rhinovirus) C(CCCC(=O)O)CCCC(=O)OCC(CO)O 

2,3-dihydroxypropyl 12-

methyltridecanoate 
10828227 0.749 0.002 Antiviral (Rhinovirus) CC(C)CCCCCCCCCCC(=O)OCC(CO)O 

4-methyl-2-oxopentanoic acid 70 0.739 0.004 Antiviral CC(C)CC(=O)C(=O)O 

4,4-dimethyl-5alpha-cholesta-8,14,24-

trien-3beta-ol 
443212 0.719 0.002 Antiviral (Rhinovirus) 

CC(CCC=C(C)C)C1CC=C2C1(CCC3=C2CCC4 

C3(CCC(C4(C)C)O)C)C 

16-Heptadecyne-1,2,4-triol  3015189 0.717 0.002 Antiviral (Rhinovirus) C#CCCCCCCCCCCCC(CC(CO)O)O 

Chenodeoxycholic acid 3-sulfate  21252312 0.707 0.003 Antiviral (Rhinovirus) 
CC(CCC(=O)O)C1CCC2C1(CCC3C2C(CC4C3 

(CCC(C4)OS(=O)(=O)O)C)O)C 

Cannabigerol 5315659 0.703 0.003 Antiviral (Rhinovirus) 
CCCCCC1=CC(=C(C(=C1)O)CC=C(C)CCC=C 

(C)C)O 

2-Oxobutyric acid  58 0.7 0.004 Antiviral CCC(=O)C(=O)O 

Avocadyne Acetate 3952079 0.7 0.003 Antiviral (Rhinovirus) CC(=O)OCC(CC(CCCCCCCCCCCC#C)O)O 

C12-AE1S (TENTATIVE) 24761 0.701 0.003 Antiviral (Rhinovirus) CCCCCCCCCCCCOCCOS(=O)(=O)O 
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Lampiran 2.  Prediksi Molekul Obat SwissADME  

1. 1beta-Hydroxycholic acid 
2. 4,4-dimethyl-5alpha-cholesta-8,14,24-

trien-3beta-ol 

    

3. Carboprost 
4. 6-acetyloxy-7-ethenyl-1,4a,7-trimethyl-

3,4,4b,5,6,8,10,10a-octahydro-2H-

phenanthrene-1-carboxylic acid 

    

5. Androstanolone 
6. 4-[(2,4-Dihydroxyphenyl)diazenyl] 

benzenesulfonic acid 
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7. Androst-4-en-3-one 8. Chenodeoxycholic acid 3-sulfate 
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Lampiran 3. Konfigurasi Penambatan Molekuler Autodock Vina 

1. Data input Main Protease (Mpro) 

Sars-CoV-2 

2. Data input Receptor Binding Domain 

(RBD) Sars-CoV-2 

3. Data input Receptor Angiotensin-

converting Enzyme (ACE2)  
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Lampiran 4.  Log Penambatan Mpro Sars-CoV-2 Autodock Vina 

1. Remdesivir 2. Nelfinavir 

    

3. Hydroxychloroquine 4. Molnupiravir 

 
 

   
 

5. 1beta-Hydroxycholic acid 
6. 4,4-dimethyl-5alpha-cholesta-8,14,24-

trien-3beta-ol 
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7. Carboprost 
8. 6-acetyloxy-7-ethenyl-1,4a,7-trimethyl-

3,4,4b,5,6,8,10,10a-octahydro-2H-

phenanthrene-1-carboxylic acid 

    

9. Androstanolone 
10. 4-[(2,4-Dihydroxyphenyl)diazenyl] 

benzenesulfonic acid 

    

11. Androst-4-en-3-one 12. Chenodeoxycholic acid 3-sulfate 

    
 



95 
 

Hasna Shalihah Ash Shiddiqiyah, 2022 
ANALISIS PENAMBATAN MOLEKULER SENYAWA AKTIF DARI IKAN SIDAT (Anguilla bicolor bicolor) 

SEBAGAI ANTI-COVID-19 SECARA IN SILICO 
Universitas Pendidikan Indonesia | repository.upi.edu | perpustakaan.upi.edu 

Lampiran 5.  Log Penambatan RBD SARS-CoV-2- Autodock Vina 

1. Remdesivir 2. Nelfinavir 

     

3. Hydroxychloroquine 4. Molnupiravir 

 
 

   
 

5. 1beta-Hydroxycholic acid 
6. 4,4-dimethyl-5alpha-cholesta-8,14,24-

trien-3beta-ol 
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7. Carboprost 
8. 6-acetyloxy-7-ethenyl-1,4a,7-trimethyl-

3,4,4b,5,6,8,10,10a-octahydro-2H-

phenanthrene-1-carboxylic acid 

       

9. Androstanolone 
10. 4-[(2,4-Dihydroxyphenyl)diazenyl] 

benzenesulfonic acid 

      

11. Androst-4-en-3-one 12. Chenodeoxycholic acid 3-sulfate 
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Lampiran 6.  Log Penambatan ACE2 Autodock Vina 

1. Remdesivir 2. Nelfinavir 

     

3. Hydroxychloroquine 4. Molnupiravir 

 
 

    
 

5. 1beta-Hydroxycholic acid 
6. 4,4-dimethyl-5alpha-cholesta-8,14,24-

trien-3beta-ol 
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7. Carboprost 
8. 6-acetyloxy-7-ethenyl-1,4a,7-trimethyl-

3,4,4b,5,6,8,10,10a-octahydro-2H-

phenanthrene-1-carboxylic acid 

      

9. Androstanolone 
10. 4-[(2,4-Dihydroxyphenyl)diazenyl] 

benzenesulfonic acid 

      

11. Androst-4-en-3-one 12. Chenodeoxycholic acid 3-sulfate 

      
 


