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LAMPIRAN 

 

Lampiran 1. Validasi dan Visualisasi Model Farmakofor 

Model Validasi Model  2D 3D 
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Lampiran 2. Hasil Virtual Screening Autodock Vina 

ZINC Natural 

Products 
Kode Zinc Kode Smiles 

Binding 

Energy 

IBScreen 

Natural 

Product 

ZINC0209

4772 

Clc4c(cc(NC(=O)COc2cc1oc(=O)

cc(c1cc2)c3ccccc3)cc4)C(F)(F)F 
-11,6 

Specs Natural 

Product 

ZINC1482

5188 

o1c5c(c(=O)c(c1)c3cc2c(OC(C=C

2)(C)C)cc3)c(O)c4c(OC(C=C4)(C

)C)c5 

-11,6 

IBScreen 

Natural 

Product 

ZINC4031

3335 

O=c/1[nH]c4c(c/1=C/c3cc2c(nccc

2)cc3)cccc4 
-11,1 

IBScreen 

Natural 

Product 

ZINC9836

4057 

o1coc2c1c(OC)cc(c2)[C@H](c3c(

O)n[nH]c3Cc5cc4c(OC(CC4)(C)C

)cc5)CC(=O)OC 

-11 

IBScreen 

Natural 

Product 

ZINC0214

6796 

Clc4c(NC(=O)CCc1c(oc3c(c1C)cc

2c(occ2C)c3)=O)cc(cc4)C(F)(F)F 
-10,9 

Specs Natural 

Product 

ZINC3383

1596 

O4c2c1c(OC(CC1)(C)C)ccc2C[C

@@H](c3c(O)c(c(O)cc3)CC=C(C

)C)C4 

-10,8 

IBScreen 

Natural 

Product 

ZINC9622

1977 

O4c1c(cc(cc1)CC(=O)N[C@H](C(

=O)[O-

])Cc2c[nH]c3c2cccc3)CCC4(C)C 

-10,6 

IBScreen 

Natural 

Product 

ZINC0402

6533 

O2c1c(c(O)c(c(O)c1)CC=C(C)C)

C(=O)C[C@H]2c3ccccc3 
-10,6 

Specs Natural 

Product 

ZINC1443

9706 

O5c2c1c(OC(C=C1)(C)C)ccc2C[C

@H](c4c(O)c3c(OC(C=C3)(C)C)c

c4)C5 

-10,6 

Afropan 

Natural 

Product 

ZINC1455

7836 

O3c1c(c(O)c(cc1)C(=O)\C=C\c2cc

c(O)cc2)C=CC3(C)C 
-10,5 

IBScreen 

Natural 

Product 

ZINC3636

9853 

O(c4cc1c([nH]cc1CCNC(=O)C(=

O)Nc3c2c(c(O)ccc2)ccc3)cc4)C 
-10,5 

Specs Natural 

Product 

ZINC1455

7836 

O3c1c(c(O)c(cc1)C(=O)\C=C\c2cc

c(O)cc2)C=CC3(C)C 
-10,5 

IBScreen 

Natural 

Product 

ZINC4031

3079 

O=C2Nc1c(cccc1)[C@H]2Cc4cc3

c(nccc3)cc4 
-10,4 

Specs Natural 

Product 

ZINC1482

5106 

o1c(c(O)c(=O)c2c1cc(O)c(c2O)C[

C@H]3C(=CCCC3(C)C)C)c4ccc(

O)cc4 

-10,3 

AnalytiCon 

Discovery 

Natural 

Product 

ZINC0573

4356 

O3c1c(c(O)c(cc1)C(=O)\C=C\c2cc

ccc2)C=CC3(C)C 
-10,2 

IBScreen 

Natural 

Product 

ZINC9611

6567 

O=[N+]([O-

])c4c1c(n(cc1)CC(=O)NCCc2c[nH

]c3c2cccc3)ccc4 

-10,2 
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NuBBe 

Natural 

Product 

ZINC3254

0719 

O(c3c(c(O)c(c1n[nH]cc1c2ccc(OC

)cc2)cc3)C)CC[NH+]4CCCCC4 
-10,2 

Princeton 

Natural 

Product 

ZINC8556

9412 

o1c(c(O)c(=O)c2c1cc(O)cc2O[C@

@H](CO)CCCO)c3cc(c(O)cc3)Cc

4cc(O)ccc4 

-10,2 

Specs Natural 

Product 

ZINC1469

0579 

O2c1c(c(O)cc(O)c1)C(=O)C[C@

H]2c4c(O)c3c(OC(C=C3)(C)C)cc

4 

-10,2 

Specs Natural 

Product 

ZINC8554

6223 

Oc4c(ccc(c1cc(ccc1)CCC(=O)[C

@]23[C@](OC)(O)[C@H]([C@@

H](CO)C2)C(C3(C)C)=C)c4)[C@

@H](c5ccc(O)cc5)C[NH2+]C 

-10,2 

Specs Natural 

Product 

ZINC1482

1540 

Oc1c(c(O)ccc1C(=O)\C=C\c2cc(c(

O)c(c2)CC=C(C)C)CC=C(C)C)C

C=C(C)C 

-10,1 

Specs Natural 

Product 

ZINC1481

4670 

o2c(Oc1ccc(O)cc1)cc(=O)c3c2cc(

O)c(c3O)CC=C(C)C 
-10,1 

Specs Natural 

Product 

ZINC1334

0783 

Oc1c(cc(cc1)CCc2cc(O)cc(O)c2)C

C=C(C)C 
-10,1 

NPACT 

Database 

ZINC0822

0175 

O[C@@H]2CC(=C(\C=C\C(=C\C

=C\C(=C\C=C\C=C(\C=C\C=C(\C

=C\C1=C(C[C@@H](O)CC1(C)C

)C)/C)/C)\C)\C)C(C2)(C)C)C 

-10 

NuBBe 

Natural 

Product 

ZINC3596

6135 

O[C@H]3[C@]([C@@H]1[C@]([

C@@H]([C@@H](CO)CC1)CCC

2C(=O)OCC=2)(CC3)C)(CO)C 

-10 

Specs Natural 

Product 

ZINC9590

9542 

Oc1c(cc(cc1)\C=C/c2cc(O)cc(O)c

2)CC=C(C)C 
-10 

Specs Natural 

Product 

ZINC0089

9894 

O4c1c(ccc(O)c1)C[C@@H](c3c(

O)c2c(OC(C=C2)(C)C)cc3)C4 
-10 

Specs Natural 

Product 

ZINC3139

4551 

Oc1c(c(O)ccc1C(=O)\C=C/c2ccc(

O)cc2)C\C=C(\CCC=C(C)C)/C 
-10 

Specs Natural 

Product 

ZINC1348

5494 

O[C@@H]([C@@H](O)C)\C=C\

C=C/CC\C=C\C(=O)NCC(O)(C)C 
-10 

Afropan 

Natural 

Product 

ZINC1441

7338 

o1c4c(c(=O)c(c1)c2ccc(O)cc2)c(O

)c3c(OC(C=C3)(C)C)c4 
-9,9 

Protein Data 

Bank 

Ligan 

Alami 
- -14.5 
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Lampiran 3. Visualisasi Interaksi Senyawa 

ZINC 

Natural 

Products 

Struktur 
Binding 

Energy 

Interaksi 

IBScreen 

Natural 

Product 

 

-11,6 

 

Specs 

Natural 

Product 

 

-11,6 

 

IBScreen 

Natural 

Product 

 

-11,1 

 

IBScreen 

Natural 

Product 

 

-11 

 

IBScreen 

Natural 

Product 

 

-10,9 
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Specs 

Natural 

Product 

 

-10,8 

 

IBScreen 

Natural 

Product 

 

-10,6 

 

IBScreen 

Natural 

Product 

 

-10,6 

 

Specs 

Natural 

Product 

 

-10,6 
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Afropan 

Natural 

Product 
 

-10,5 

 

IBScreen 

Natural 

Product 

 

-10,5 

 

Specs 

Natural 

Product 

 

-10,5 

 

IBScreen 

Natural 

Product 
 

-10,4 

 

Specs 

Natural 

Product 

 

-10,3 
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AnalytiC

on 

Discover

y Natural 

Product  

-10,2 

 

IBScreen 

Natural 

Product 

 

-10,2 

 

NuBBe 

Natural 

Product 

 

-10,2 

 

Princeton 

Natural 

Product 

 

-10,2 

 

Specs 

Natural 

Product 

 

-10,2 
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Specs 

Natural 

Product 

 

-10,2 

 

Specs 

Natural 

Product 

 

-10,1 

 

Specs 

Natural 

Product 

 

-10,1 

 

Specs 

Natural 

Product 

 

-10,1 

 

NPACT 

Database 

 

-10  
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NuBBe 

Natural 

Product 

 

-10 

 

Specs 

Natural 

Product 

 

-10 

 

Specs 

Natural 

Product 
 

-10 

 

Specs 

Natural 

Product 

 

-10 

 

Specs 

Natural 

Product 

 

-10 
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Afropan 

Natural 

Product 

 

-9,9 

 

Ligan 

Alami 

 

-14,5 

 

 


