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DAFTAR LAMPIRAN

Lampiran 1. Daftar Senyawa Uji yang Digunakan Pada Penelitian

Kode Senyawa Struktur 2D Struktur 3D

S01 HO OH
NN\

1,3-Propanediol

> M
/\/\/\/\OH | (" & [

1-Octanol

S03 >‘\qk

2,4-di-tert-butylphenol

2-Phenylethanol
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S05
o
4-Ethylguaiacol
S06 Ho@
4-Ethylphenol
S07 @
\o
Benzaldehyde
S08 @_/""
Benzyl alcohol
S09

OH

ButylHydroxytoluene
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S10 0

[
\/O\LK\J\O/’\ C [ * ¢ a

Diethyl Succinate

o ¢ s
S11 ~_ :
0 L €

Ethyl Benzenepropanoate

o

o

S12

Ethyl Butanoate

S13

S14 YT

Ethyl Hexanoate
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Ethyl Heptanoate
S16
Ethyl Octanoate
0
S17 ‘ p
\o
Furfural
S18 (\/\/
0 ¢ ¢
Hexanal
S19

SR U T

Isoamyl Acetate
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S20 . CN\H/O k <
~ 4
. . ¢

o i C

Methyl Octanoate

Nonanoate

S22 Q—/

Styrene
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Lampiran 2. Visualisasi 2D dan 3D Interaksi Penambatan Molekul Ligan Uji

NL Hidrogen interaction =4
ASP616,ASP282, ARG600,ALA284
Hidrofobik interaction =
:ra::ir::snnonal Hydrogen Bond [ sulfurx
[] carbon Hydrogen Bond B unfavorable Donor-Donor
ACR Hidrogen interaction = 3
ASP404,ASP616, ALA284
Hidrofobik interaction = 0
Interactions
[ conventional Hydrogen Bond [] carbon Hydrogen Bond
MGL Hidrogen interaction =3
ASP616, ASP404, ALA284
Hidrofobik interaction =0
RASP
A:404
:ra(:o:zn:ntianal Hydrogen Bond [] carbon Hydrogen Bond
S02 Hidrogen interaction = 2
TRP
A:613
. 4 TRP613, ASP616
W"“--Mp Hidrofobik interaction =7
J A:616
b = STiE LEU405, TRP376, TRP516, PHE649, TRP481, ILE441,
LEU A:376 A:516 A:649
A:405
a HIS674
Aag1 A Ep
:rag::t.onau Hydrogen Bond [ pi-Alkyl

[ Alkyl
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S03 Lo ) Hidrogen interaction = 1
ASP404
TR Hidrofobik interaction = 4
. e TRP481, HIS674, PHE649, TRP613
:ra(::ir::sntional Hydrogen Bond [ Pi-Alkyl
|::| Pi-Anion
S04 Tap Hidrogen interaction = 2
ASP616, TRP613
Hidrofobik interaction = 2
. PHEG649, TRP376
:ra;:ino\:;snticnal Hydrogen Bond I Fi-Pi Stacked
|:| Pi-Anion
S05 Hidrogen interaction =1
A ARG672
Hidrofobik interaction = 2
L PHE649, TRP376
AB85 1(}2923
Interactions
B conventional Hydrogen Bond [ Pi-Pi Stacked
B Fi-sigma [ pi-akyl
l:l Pi-Sulfur
S06 Hidrogen interaction = 2
A8l ASP616, ARG600
LD KT Hidrofobik interaction =7
B A PHE649, TRP613, TRP481, HIS674,TRP376, ILE441,
ey LEU405
I conven tional Hydrogen Bond I Pi-Pi Stacked
[_1 carbon Hydrogen Bond [ Akyl
E Pi-Anion : Pi-Alkyl
B Pi-sigma
S07 Hidrogen interaction =1
KER
A51s . ARG672
Hidrofobik interaction =1
PHE649

B conventional Hydrogen Bond

[ Pi-Anion

I Fi-Pi Stacked
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S08 Hidrogen interaction = 2
ASP518
Hidrofobik interaction = 3
TRP481, TRP376, PHE649
578
[ Pi-sulfur
Pi-Pi T-shaped
[ | Pi-Alkyl
S09 Hidrogen interaction = 2
ASP616, TRP613
Hidrofobik interaction =0
."TRP
ASP A:613
A:518
2r=;:irx‘,\1"esntional Hydrogen Bond I Fi-Anion
S10 e Hidrogen interaction =1
A6t ARG600
Hidrofobik interaction =0
ASP
A:616
Interactions
- Conventional Hydrogen Bond [:] Carbon Hydrogen Bond
S11 Hidrogen interaction =0
Hidrofobik interaction = 3
TRP481, PHE649, TRP613
2ra::1if:::rable Acceptor-Acceptor Pi-Pi T-shaped
[ Fi-Anion [ Pi-Alkyl
S12 Hidrogen interaction =0
: R Hidrofobik interaction =7
A A TRP613, HIS674, TRP516,PHE649, TRP481, LEU405,
AhS1 ILE441
I%raz:;ns |:l Pi-Alkyl
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S13 Hidrogen interaction =0
Hidrofobik interaction =7
TRP376, LEU678, LEU677, TRP516, PHE649, TRP481,
TRP613
e
:ﬁ::f:::rable Acceptor-Acceptor [] Pi-Alkyl
[ Alkyl
S14 Hidrogen interaction =4
TRP481, ASP282, ARG600, ASP616
Hidrofobik interaction =5
. ... TRP376, HIS674, TRP516, TRP613, PHE649
:ra::i:v:itional Hydrogen Bond [ Pi-Akyl
B Pi-sigma
S15 Hidrogen interaction =1
TRP481
Hidrofobik interaction =5
HIS674, PHE649, TRP613, TRP516, ASP443
A61s
:ra;:::;sntional Hydrogen Bond B Fi-sigma
[] carbon Hydrogen Bond [ pi-alkyl
S16 Hidrogen interaction =1

Interactions

[ conventional Hydrogen Bond [ Pi-Pi T-shaped

ARG672
Hidrofobik interaction =1

TRP516
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S18

Hidrogen interaction =2

K673
TP ARG672, TRP613
A:376
e Hidrofobik interaction =4
. 4 e
TRe TRP376, LEU405, TRP481, ILE441
AldG1
Erazlczr:;:sntmnal Hydrogen Bond [ Pi-Alkyl
S19 e Hidrogen interaction =2
A:6‘72.~..
ARG672, TRP613
o e Hidrofobik interaction =3
A5Ss 550 TRP481, LEU405, ILE441
ETE:T:W"B: Hydrogen Bond [ Pi-Alkyl
S20 - o Hidrogen interaction =1
£ ; A55 ARG600
e
5517 — N - Hidrofobik interaction =5
255 Last. ILE441, TRP376, TRP481, LEU405, PHE649
:ra::i:v:sntional Hydrogen Bond [ 1 Ayl
E ::::rr;:ydrogen Bond [ Pi-Aalkyl
S21 Hidrogen interaction =2
A678 " LEU678, LEU677
ﬁ Hidrofobik interaction =4
L;U e, PHE, ASTe LEY TRP481, PHE649, TRP376, LEU405
A677 A:481 3 3
Era;;ir::itlonal Hydrogen Bond : Pi-Alkyl
Alkyl
S22 Hidrogen interaction =0
3 Hidrofobik interaction =3
P " Keas
A:518 PHE649, HIS674, TRP613
HI TRP.
A:674 A:613
B Arion 1 Pk

Pi-Pi Stacked




Lampiran 3. Analisis pergerakan ligan alami dan ligan uji per-ns
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Lampiran 4. Analisis pergerakan ligan alami dan ligan uji S3 per-ns
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Lampiran 5. Analisis pergerakan ligan alami dan ligan uji S09 per-ns
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Lampiran 6. Analisis pergerakan ligan alami dan ligan uji S11 per-ns
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Lampiran 7. Fluktuasi Residu di Sekitar Atom
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RMSF S9
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Lampiran 8. MMGBSA

Grafik Komponen Energi MMGBSA
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Lampiran 9. Hasil Visualisasi VMD Docking Senyawa Uji
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