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Lampiran 1. Struktur 3D makromolekul dan interaksi ligan asli 
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Lampiran 2. Prosedur Docking 

1. Menggambar struktur ligan 
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2. Preparasi ligan uji 
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3. Mengetahui dan memisahkan ligan asli 
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4. Preparasi ligan asli 
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5. Preparasi protein 
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6. Preparasi gridbox 
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7. Validasi metode docking 
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8. Pemilihan energi ikatan terbaik 
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9. Visualisasi  

 

 

10. Docking dengan ligan uji 
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11. Visualisasi hasil docking 
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Lampiran 3. Hasil docking  

Senyawa kunyit 
Protein 1OUY 

Rep1 Rep2 Rep3 Rata-rata SD 

Curcumin -7.65 -7.79 -7.68 -7.71 0.073711 

[1S-[1alpha,2beta,5beta(R*)]]-5-

(1,5-Dimethyl-4-hexenyl)-2-

methyl-3-cyclohexene-1,2-diol 

-7.51 -7.61 -7.51 -7.54 0.057735 

(+)-ar-Turmerone -6.76 -6.85 -6.64 -6.75 0.105357 

alpha-Turmerone -6.89 -6.94 -6.81 -6.88 0.065574 

Curlone -7.28 -7.40 -7.27 -7.32 0.072342 

Turmerone -6.64 -6.62 -6.46 -6.57 0.098658 

(+)-Curdione -7.40 -7.40 -7.40 -7.40 1.09E-15 

Dehydrocurdione -7.23 -7.23 -7.23 -7.23 0 

(E,E,E)-2-(4,8-Dimethyl-10-oxo-

3,7-cyclodecadien-1-ylidene)-

propanal 

-7.35 -7.30 -7.36 -7.34 0.032146 

Curcumenol -7.14 -7.14 -7.14 -7.14 0 

Procurcumadiol -7.04 -7.05 -7.04 -7.04 0.005774 

Zedoarondiol -7.00 -7.01 -7.24 -7.08 0.135769 

Procurcumenol -7.63 -7.63 -7.63 -7.63 0 

Bisacumol -5.97 -5.87 -5.87 -5.90 0.057735 

Curcumenone -6.69 -6.69 -6.68 -6.69 0.005774 

Isoprocurcumenol -7.86 -7.86 -7.87 -7.86 0.005774 

Turmeronol B -6.60 -6.59 -6.60 -6.60 0.005774 

bis-(4-hydroxycinnamoyl)methane -7.10 -7.16 -7.23 -7.16 0.065064 

Demethoxycurcumin -7.28 -7.53 -7.39 -7.40 0.1253 

Letestuianin A -7.53 -7.50 -7.49 -7.51 0.020817 

Letestuianin B -7.55 -7.20 -7.55 -7.43 0.202073 

Calebin A -7.04 -7.32 -7.52 -7.29 0.241109 

6-Methyl-7-(3-oxobutyl)-

bicyclo[4.1.0]heptan-3-one 
-6.02 -6.00 -6.02 -6.01 0.011547 

Cetak tebal: hasil tiga terbaik 
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Senyawa kunyit 
Protein 3ELJ 

Rep1 Rep2 Rep3 Rata-rata SD 

Curcumin -7.25 -7.37 -7.39 -7.34 0.075719 

[1S-

[1alpha,2beta,5beta(R*)]]-

5-(1,5-Dimethyl-4-

hexenyl)-2-methyl-3-

cyclohexene-1,2-diol 

-6.76 -6.74 -6.74 -6.75 0.011547 

(+)-ar-Turmerone -6.49 -6.49 -6.48 -6.49 0.005774 

alpha-Turmerone -6.86 -6.85 -6.84 -6.85 0.01 

Curlone -6.72 -6.81 -6.85 -6.79 0.066583 

Turmerone -6.38 -6.36 -6.37 -6.37 0.01 

(+)-Curdione -7.56 -7.56 -7.56 -7.56 0 

Dehydrocurdione -7.40 -7.40 -7.40 -7.40 1.09E-15 

(E,E,E)-2-(4,8-Dimethyl-

10-oxo-3,7-cyclodecadien-

1-ylidene)-propanal 

-6.99 -6.99 -6.99 -6.99 1.09E-15 

Curcumenol -6.82 -6.82 -6.82 -6.82 0 

Procurcumadiol -6.61 -6.61 -6.61 -6.61 0 

Zedoarondiol -7.47 -7.47 -7.47 -7.47 0 

Procurcumenol -7.19 -7.19 -7.19 -7.19 0 

Bisacumol -6.45 -6.44 -6.51 -6.47 0.037859 

Curcumenone -6.63 -6.63 -6.63 -6.63 0 

Isoprocurcumenol -7.15 -7.15 -7.15 -7.15 1.09E-15 

Turmeronol B -6.26 -6.26 -6.26 -6.26 1.09E-15 

bis-(4-

hydroxycinnamoyl)methane 
-7.73 -7.89 -7.91 -7.84 0.098658 

Demethoxycurcumin -7.78 -7.78 -7.80 -7.79 0.011547 

Letestuianin A -7.90 -7.67 -7.80 -7.79 0.115326 

Letestuianin B -7.68 -7.54 -7.30 -7.51 0.19218 

Calebin A -7.72 -8.14 -8.06 -7.97 0.22301 

6-Methyl-7-(3-oxobutyl)-

bicyclo[4.1.0]heptan-3-one 
-5.84   -5.84  

Cetak tebal: hasil tiga terbaik 
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Senyawa kunyit 
Protein 3NPC 

Rep1 Rep2 Rep3 Rata-rata SD 

Curcumin -9.14 -9.12 -9.19 -9.15 0.036055513 

[1S-[1alpha,2beta,5beta(R*)]]-

5-(1,5-Dimethyl-4-hexenyl)-2-

methyl-3-cyclohexene-1,2-diol 

-7.65 -7.77 -7.72 -7.71 0.060277138 

(+)-ar-Turmerone -7.08 -7.09 -7.08 -7.08 0.005773503 

alpha-Turmerone -7.57 -7.57 -7.57 -7.57 0 

Curlone -7.50 -7.50 -7.50 -7.50 0 

Turmerone -6.96 -6.95 -6.94 -6.95 0.01 

(+)-Curdione -8.38 -8.38 -8.38 -8.38 0 

Dehydrocurdione -7.81 -7.81 -7.81 -7.81 0 

(E,E,E)-2-(4,8-Dimethyl-10-

oxo-3,7-cyclodecadien-1-

ylidene)-propanal 

-8.02 -8.02 -8.03 -8.02 0.005773503 

Curcumenol -7.20 -8.02 -8.02 -7.75 0.473427221 

Procurcumadiol -6.70 -6.70 -6.70 -6.70 0 

Zedoarondiol -7.35 -6.64 -7.34 -7.11 0.407062649 

Procurcumenol -7.14 -7.13 -7.14 -7.14 0.005773503 

Bisacumol -7.18 -7.18 -7.18 -7.18 0 

Curcumenone -7.64 -7.64 -7.63 -7.64 0.005773503 

Isoprocurcumenol -8.25 -8.25 -8.25 -8.25 0 

Turmeronol B -6.88 -6.88 -6.88 -6.88 0 

bis-(4-

hydroxycinnamoyl)methane 
-8.70 -8.70 -8.70 -8.70 0 

Demethoxycurcumin -8.70 -8.64 -8.73 -8.69 0.045825757 

Letestuianin A -8.16 -8.63 -8.30 -8.36 0.241315837 

Letestuianin B -8.53 -8.50 -8.68 -8.57 0.096436508 

Calebin A -8.47 -8.44 -8.45 -8.45 0.015275252 

6-Methyl-7-(3-oxobutyl)-

bicyclo[4.1.0]heptan-3-one 
-7.18 -7.18 -7.17 -7.18 0.005773503 

Cetak tebal: hasil tiga terbaik  
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Senyawa kunyit 
Protein 4IDT 

Rep1 Rep2 Rep3 Rata-rata SD 

Curcumin -8.13 -9.38 -9.16 -8.89 0.667308 

[1S-[1alpha,2beta,5beta(R*)]]-5-

(1,5-Dimethyl-4-hexenyl)-2-

methyl-3-cyclohexene-1,2-diol 

-6.78 -6.74 -6.78 -6.77 0.023094 

(+)-ar-Turmerone -6.92 -6.93 -6.38 -6.74 0.314696 

alpha-Turmerone -6.95 -7.12 -6.98 -7.02 0.090738 

Curlone -7.28 -7.36 -7.29 -7.31 0.043589 

Turmerone -6.21 -6.74 -6.78 -6.58 0.318172 

(+)-Curdione -7.64 -7.64 -7.64 -7.64 0 

Dehydrocurdione -6.98 -6.98 -6.98 -6.98 0 

(E,E,E)-2-(4,8-Dimethyl-10-oxo-

3,7-cyclodecadien-1-ylidene)-

propanal 

-7.43 -7.43 -7.43 -7.43 0 

Curcumenol -7.02 -7.02 -7.02 -7.02 0 

Procurcumadiol -7.00 -7.00 -7.00 -7.00 0 

Zedoarondiol -7.38 -7.38 -7.38 -7.38 0 

Procurcumenol -7.29 -7.29 -7.29 -7.29 0 

Bisacumol -6.48 -6.51 -6.52 -6.50 0.020817 

Curcumenone -6.86 -6.86 -6.85 -6.86 0.005774 

Isoprocurcumenol -7.70 -7.70 -7.70 -7.70 0 

Turmeronol B -6.52 -6.51 -6.48 -6.50 0.020817 

bis-(4-hydroxycinnamoyl)methane -9.28 -9.29 -9.29 -9.29 0.005774 

Demethoxycurcumin -8.95 -9.00 -9.23 -9.06 0.149332 

Letestuianin A -7.47 -7.90 -8.26 -7.88 0.395517 

Letestuianin B -8.20 -7.72 -8.44 -8.12 0.366606 

Calebin A -7.53 -7.74 -7.46 -7.58 0.145717 

6-Methyl-7-(3-oxobutyl)-

bicyclo[4.1.0]heptan-3-one 
-6.24 -6.24 -6.24 -6.24 1.09E-15 

Cetak tebal: hasil tiga terbaik 
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Senyawa kunyit 
Protein 4QTB 

   Rata-rata SD 

Curcumin -8.81 -9.17 -9.01 -9.00 0.18037 

[1S-[1alpha,2beta,5beta(R*)]]-5-

(1,5-Dimethyl-4-hexenyl)-2-methyl-

3-cyclohexene-1,2-diol 

-7.52 -7.41 -7.22 -7.38 0.151767 

(+)-ar-Turmerone -7.34 -7.34 -7.33 -7.34 0.005774 

alpha-Turmerone -7.65 -7.67 -7.65 -7.66 0.011547 

Curlone -7.71 -7.72 -7.69 -7.71 0.015275 

Turmerone -7.22 -7.20 -7.23 -7.22 0.015275 

(+)-Curdione -8.10 -8.10 -8.11 -8.10 0.005774 

Dehydrocurdione -7.62 -7.62 -7.62 -7.62 0 

(E,E,E)-2-(4,8-Dimethyl-10-oxo-

3,7-cyclodecadien-1-ylidene)-

propanal 

-7.64 -7.64 -7.64 -7.64 0 

Curcumenol -7.21 -7.21 -7.21 -7.21 0 

Procurcumadiol -4.23   -4.23  

Zedoarondiol -7.93 -7.93 -7.93 -7.93 0 

Procurcumenol -7.34 -7.34 -7.34 -7.34 0 

Bisacumol -7.23 -7.25 -7.24 -7.24 0.01 

Curcumenone -7.59 -7.62 -7.55 -7.59 0.035119 

Isoprocurcumenol -7.80 -7.80 -7.80 -7.80 0 

Turmeronol B -7.55 -7.57 -7.61 -7.58 0.030551 

bis-(4-hydroxycinnamoyl)methane -9.21 -9.23 -9.24 -9.23 0.015275 

Demethoxycurcumin -9.35 -9.28 -9.40 -9.34 0.060277 

Letestuianin A -9.16 -8.88 -9.04 -9.03 0.140475 

Letestuianin B -8.07 -8.95 -8.99 -8.67 0.52 

Calebin A -9.33 -9.11 -8.47 -8.97 0.446766 

6-Methyl-7-(3-oxobutyl)-

bicyclo[4.1.0]heptan-3-one 
-6.54 -6.54 -6.54 -6.54 0 

Cetak tebal: hasil tiga terbaik  
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Senyawa rosela 
Protein 1OUY 

Rep1 Rep2 Rep3 Rata-rata SD 

Eugenol -5.63     -5.63   

Myricetin -6.89 -7.13 -7.20 -7.07 0.162583 

Trigonelline -3.9   -3.90  

3,4-Dihydroxybenzoic acid -3.97   -3.97  

Cholesterol -9.15 -9.20 -9.18 -9.18 0.025166 

Ergosterol -9.47 -9.52 -9.57 -9.52 0.05 

Spinasterol -9.94 -9.99 -9.88 -9.94 0.055076 

Quercetin -7.11 -7.17 -7.18 -7.15 0.037859 

Gossypetin -7.15 -7.17 -7.16 -7.16 0.01 

Hibiscetin -6.33 -6.69 -6.96 -6.66 0.31607 

Hibiscetin 3-glucoside -7.70 -7.64 -6.97 -7.44 0.405257 

Delphinidin 3-sambubioside -7.33 -6.30 -6.51 -6.71 0.544273 

Citric acid -3.26   -3.26  

D-(+)-Galactose -4.56   -4.56  

alpha-Terpineol -5.97   -5.97  

Daphniphylline -9.21 -10.19 -9.28 -9.56 0.546717 

Malic acid -3.30     -3.30   

Cetak tebal: hasil tiga terbaik 
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Senyawa rosela 
Protein 3ELJ 

Rep1 Rep2 Rep3 Rata-rata SD 

Eugenol -4.79     -4.79   

Myricetin -6.97 -6.97 -6.96 -6.97 0.005774 

Trigonelline -4.29   -4.29  

3,4-Dihydroxybenzoic acid -4.68   -4.68  

Cholesterol -9.02 -8.95 -9.11 -9.03 0.080208 

Ergosterol -9.67 -9.66 -9.64 -9.66 0.015275 

Spinasterol -10.16 -10.18 -10.18 -10.17 0.011547 

Quercetin -6.91 -6.95 -6.92 -6.93 0.020817 

Gossypetin -6.57 -6.88 -6.89 -6.78 0.181934 

Hibiscetin -6.81 -6.77 -6.61 -6.73 0.10583 

Hibiscetin 3-glucoside -8.81 -8.69 -8.98 -8.83 0.145717 

Delphinidin 3-sambubioside -6.37 -7.19 -7.25 -6.94 0.491664 

Citric acid -2.78   -2.78  

D-(+)-Galactose -2.28   -2.28  

alpha-Terpineol -5.97   -5.97  

Daphniphylline -5.86   -5.86  

Malic acid -2.55     -2.55   

Cetak tebal: hasil tiga terbaik  
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Senyawa rosela 
Protein 3NPC 

Rep1 Rep2 Rep3 Rata-rata SD 

Eugenol -5.72     -5.72   

Myricetin -7.51 -7.51 -7.51 -7.51 1.08779E-15 

Trigonelline -5.4   -5.40  

3,4-Dihydroxybenzoic acid -6.39 -6.37 -6.38 -6.38 0.01 

Cholesterol -11.23 -11.28 -11.26 -11.26 0.025166115 

Ergosterol -11.90 -11.87 -11.87 -11.88 0.017320508 

Spinasterol -11.97 -11.92 -11.93 -11.94 0.026457513 

Quercetin -7.58 -7.57 -7.53 -7.56 0.026457513 

Gossypetin -7.84 -7.77 -7.76 -7.79 0.043588989 

Hibiscetin -6.99 -7.00 -6.98 -6.99 0.01 

Hibiscetin 3-glucoside -6.24 -5.95 -6.16 -6.12 0.149777613 

Delphinidin 3-sambubioside -6.08 -5.92 -6.09 -6.03 0.09539392 

Citric acid -5.65   -5.65  

D-(+)-Galactose -2.92   -2.92  

alpha-Terpineol -6.64   -6.64  

Daphniphylline -7.89 -7.37 -8.72 -7.99 0.680906259 

Malic acid -5.6     -5.60   

Cetak tebal: hasil tiga terbaik 
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Senyawa rosela 
Protein 4IDT 

Rep1 Rep2 Rep3 Rata-rata SD 

Eugenol -4.79     -4.79   

Myricetin -7.36 -7.37 -7.33 -7.35 0.020817 

Trigonelline -3.63   -3.63  

3,4-Dihydroxybenzoic acid -3.97   -3.97  

Cholesterol -10.02 -10.02 -10.03 -10.02 0.005774 

Ergosterol -10.62 -10.63 -10.63 -10.63 0.005774 

Spinasterol -9.72 -9.73 -9.70 -9.72 0.015275 

Quercetin -7.40 -7.58 -7.41 -7.46 0.10116 

Gossypetin -7.23 -7.22 -7.33 -7.26 0.060828 

Hibiscetin -7.38 -7.18 -7.19 -7.25 0.112694 

Hibiscetin 3-glucoside -7.67 -7.74 -7.74 -7.72 0.040415 

Delphinidin 3-sambubioside -7.58 -7.15 -6.95 -7.23 0.321921 

Citric acid -4.4   -4.40  

D-(+)-Galactose -2.55   -2.55  

alpha-Terpineol -5.67   -5.67  

Daphniphylline -8.85 -8.86 -8.84 -8.85 0.01 

Malic acid -4.24     -4.24   

Cetak tebal: hasil tiga terbaik  
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Senyawa rosela 
Protein 4QTB 

Rep1 Rep2 Rep3 Rata-rata SD 

Eugenol -5.28     -5.28   

Myricetin -7.88 -7.90 -7.84 -7.87 0.030551 

Trigonelline -4.74   -4.74  

3,4-Dihydroxybenzoic acid -5.34   -5.34  

Cholesterol -11.16 -11.14 -11.15 -11.15 0.01 

Ergosterol -11.37 -11.37 -11.37 -11.37 0 

Spinasterol -11.20 -11.18 -11.20 -11.19 0.011547 

Quercetin -7.88 -7.92 -7.91 -7.90 0.020817 

Gossypetin -8.23 -8.24 -8.26 -8.24 0.015275 

Hibiscetin -7.87 -7.88 -7.88 -7.88 0.005774 

Hibiscetin 3-glucoside -9.37 -9.44 -9.48 -9.43 0.055678 

Delphinidin 3-sambubioside -8.61 -8.61 -8.6 -8.61 0.005774 

Citric acid -4.28   -4.28  

D-(+)-Galactose -2.23   -2.23  

alpha-Terpineol -5.86   -5.86  

Daphniphylline -7.18 -7.17 -7.18 -7.18 0.005774 

Malic acid -4.29     -4.29   

Cetak tebal: hasil tiga terbaik 

 


