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LAMPIRAN 1

DAUN JAMBU MAWAR

Gambar 11.2 Tanaman Daun Jambu Mawar

Sumber: https://pixabay.com/id/photos/rosenpfel-buah-buahan-pohon-daun-
93629/
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LAMPIRAN 2

ALUR PENELITIAN

Pengunduhan reseptor dari

http://www.rcsb.org/pdb

Pengunduhan struktur ligan uji dari
http://PubChem.ncbi.nml.nih.gov

Output : format.pdb

Output : format.sdf

Preparasi reseptor dan Ligan

Alami dengan Discovery Studio
Visualizer

Minimize energy menggunakan
Chem 3D

Output : format.pdb

Output : format.pdb

Validasi metode (Redocking)

menggunakan Autodock Tools
(RMSD<2)

Preparasi menggunakan Autodock
Tools

Penambatan Senyawa uji dengan Autodock Tools

Analisis dan visualisasi penambatan molekul

bind’
nilai Kl

Output : AG,_._, interaksi ikatan dan

Gambar 1.1 Alur Penelitian Penambatan Molekul
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(LANJUTAN)

ALUR PENELITIAN

http://www.scfbio-iitd.res.in/software/drugdesign/lipinski.jsp

- Masuk ke situs online

Struktur senyawa uji

- Menginput file berformat .pdb.

Mensubmit

Analisis data : nilai Log P, Bobot molekul,
Donor Ikatan Hidrogen, Akseptor Ikatan
Hidrogen

Gambar V.2 Analisis Lipinski’s Rule of Five
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(LANJUTAN)

ALUR PENELITIAN

https://preadmet.bomdrc.kr/adme/

- Masuk ke situs online

Struktur senyawa uji

- Menggambar struktur 2D

Mensubmit

- Mengunduh file hasil berformat
pdf

Analisis data : HIA, PPB, CaCo-2,
Ames test dan karsinogenik

Gambar V.3 Analisis pre-ADME dan Toksisitas
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LAMPIRAN 3
SITUS DAN APLIKASI

€ > C @ rcshorg b4 O

RCSB PDB  Deposit + Search v \Visualize v Analyze + Download + Leam v More v

167132 Biological =
Enter search term(s)
cromolecular Structures
Enabling in

PROTEIN DATA BANK Researchand Education Advanced Search | Browse Ar

3 @onoteon: Y {imar (G e ‘avoo Il

A Structural View of Biology

This resource is powered by the Protein Data Bank archive-information about the
3D shapes of proteins, nucleic acids, and complex assemblies that helps
students and all aspects of i and

from protein synthesis to health and disease.

# Deposit

As a member of the wwPDB, the RCSB PDB curates and annotates PDB data.
Q Search

The RCSB PDB builds upon the data by creating tools and resources for
research and education in molecular biology. structural biology. computational
E Visualize biology, and beyond.

Analyze

& Download

CORONAVIRUS

Gambar V.4 Tampilan situs Protein Data Bank (PDB)

C @& pubchem.ncbinim.nihgov b4 0

National Library of Medicine

National Center for Biotechnology Information

Pub© hem About  Blog Submit Contact

Explore Chemistry /X

/

Quickly find chemical information from autheritative sources

Browse 3 i i X

Try aspirin EGFR C9HBO4 -2 © a InChl=15/C3H60/c1-3(2)4/h1-2H3

]

Gambar IV.5 Tampilan situs Pubchem
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C @ Notsecure | scibio-itd res n/software/drugdesign/lipinski jsp#anchartag

C @ preadmetbmdrckr

DL mol and sd file

 Facility for Bloinft Biology, IIT Delhi

THome | Group | Publicanons | Resourtes | Webrmal | Contort Us

Lipinski Rule of Tive
Lipinsii rule of 5 helps in distinguishing between drug like and non drug like molecules. 1t predicts high
probabillty of success or failure due to drug likeness for molecules complying with 2 or more of the
following rules

+ Molecular mass less than 500 Dakon
High lipophilicty (expressed as LogP less than 5)
Less Hhen § hydrogen benc danars

Less then 10 hydrogen bond acceptors

Molar refractivty should be between 40-130

These filters help in early preclinical development and could help avoid costly late-stage preclinical and
dlinlcal fallures To draw 2 chemical structure Click Here and follow the Instructions given.

Step 1: Input Drug File.

Input BDB fila Choosa Fie |No file chosen

Step 2 : Input pH Value

PpHValue 7 [Value ranges from 0.0 to 14.0]

Step 3: Click on 'Submit’ to submit your job

Submit || Reset

How to Use the Tool

Gambar IV.6 Tampilan situs Lipinski’s Rule of Five

Molecular de:

Home  About

iptors  Druglikeness  ADME Prediction  Toxicity prediction  Login  Register

§ +82 2 393 9550~1

B4 webmaster@bmdrc.kr

2 B138A, YONSEI ENGINEERING RESEARCH COMPLEX, YONSEI UNIVERSITY, SEQUL, REFUBLIC OF KOREA.

@ Druglikeness i ADME £ Toxicity Community Commercial

Welcome to the PreADMET Lastest News

PreADMET
PreADMET v

Professional.

Drug-Likeness Prediction
Lipinski'r rule, lead-like rule, ]r.ng DB like rule

m ADME Prediction
G MDCK, BBB, HIA, plasima p! n binding and skin permeability

— T Dend it

web-based application for pi
r 2.0 is also commercially available in the four

ADME data and building drug-like library using in silico method.
ions: Descritpors, Endpoint, Standard and

G-SFED and Human Nephrotoxicity
models will be added in Aug 2017

5 PreADMET Ver 2.1 is coming soon in

* this month

[2008/11] PreADME is one of the
most popular sites by

Gambar V.7 Tampilan situs PreADMET

Cherminformatics.org.

12008/101 New release of PreADMET
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File Edit View Chemistry Structure Sequence Chart Scripts Toels Window Help
Hacamoicie St (TSR PR TV ohrmacopharss Smak okcdes K iy T
Shew - BeH Jisplay Style o
Tooks ) 2 | [ DS Welome B
ViewInteractons |

Define the receptor and
ligand.

2
DS BIOVIA | Discc

Step through ligands.

Rctions £ Data Uparade
F ot o+

Display receptor-ligand
interactions.

Display receptor surfaces.

Change the visibilty of the:
receptor and ligand.

Show receptor-igand
Interactions on a 2D
diagram,
Define and Fdit Rinding

Support. Additional Resources Help

BITA Suppost e Discosry Statio webste Help ke age
[— [RE—— [——

Gambar 1V.8 Tampilan aplikasi Discovery Studio Visualizer®

File 3D Graphics Edit Select Display Color Compute Hydrogen Bonds GnddD Help
3 NEEE = =g i
,3._1‘.«1’.- L Sl —|= ",‘ur:a- t

40717 Ligand Flexibie Residues Gnd  Docking Run 3

b

DashBoard | AniMol | Tools
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= ’HZZ STECRWSLO

¥ Al Molecules SH%%%% 7Y
Current Selection L1 v

Gambar V.9 Tampilan aplikasi AutoDock Tools®
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ED ChemDraw Ultra - [Untitled Document-2] - (=] >
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Gambar 1V.10 Tampilan aplikasi Chemdraw Office®
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LAMPIRAN 4
STRUKTUR 3D RESEPTOR

Gambar 1V.11 COX-1 (kode 4012)

Gambar V.12 COX-2 ( kode 51KR)



LAMPIRAN 5

LIGAN ALAMI

Gambar V.13 Ligan Alami Reseptor COX-1 Complex With Meloxicam

Gambar 1V.14 Ligan Alami Reseptor COX-2 (Asam Mefenamat)
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LAMPIRAN 6

STRUKTUR 2D LIGAN UJI

Tabel IV.1
Senyawa Daun Jambu Mawar (Syzygium Jambos .L. Alston)
No. Nama Senyawa Struktur
\
OH
1 4-Quinolinol, 4-ethenyl-1-
" | ethyldecahydro-2-methyl
\ ¢
WO
2. | Glucitol,6-O-nonyl /\/\/\/\/OWOH
MO
OH
HO A_W\OH
3. | 1-Deoxy-d-mannitol

4 3-methyl-2-methylsulfanyl-5-nitro-
" | 6-pyridin-4-ylpyrimidin-4-one
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LAMPIRAN 6
(LANJUTAN)
Tabel IV.1
Lanjutan
No. Nama Senyawa Struktur
Br Br
5 2,6-dibromo-4-[2-(3,5-dibromo-4- Ho
" | hydroxyphenyl)propan-2-yl]phenol OH
Br Br
6. | 4-Cyclopropyl methyl benzonitrile N— < > /
7. | Caryophyllen alcohol
4-Methylbenzyl chloride
8.
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(LANJUTAN)
Tabel 1V.1
Lanjutan
No. Nama Senyawa Struktur
9 Methyl 18-
" | fluorooctadecanoate
10. | E-15-Heptadecenal
11 2,6,10-trimethyl, 14-
" | ethylene-14-pentadecne
HO
3,7,11,15-Tetramethyl-2- N
12.
hexadecen-1-ol
0
Hexadecanoic acid, 4
13.
methyl ester !
HO
14. | Pentadecanoic acid T\/\/\/\/\/\/\
0
/0
15 Methyl-9,12- W

heptadecadienoate
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Tabel 1V.1
Lanjutan
No. Nama Senyawa Struktur
0
16 5,9,12-octadecatrienoic M/\/\/\/\/VF
" | acid T
Methyl-12- o
17 methyltetradecanoic ~
[e]
0.
Ethyl-9,12- N INNNNS
18. .
octadecadienoate
0
0
Butyl-9,12,15- NN
19. .
octadecatrienoate
0
(@]
4-bromo-5-hitro-1h- e oH
20. | pyrazole-3-carboxylic S
acid \w / \N
—~
/ N
o
OH
21 1-O-hexadecylglycerol - 9
" | bis-trimethylsi
HO
22. | 3-Pentadecylphenol Q/\/\/\/\/\/\/\/
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(LANJUTAN)
Tabel IV.1
Lanjutan
No. Nama Senyawa Struktur
23. | N-Tetracosane \/\/\/\/\/\/\/\/\/\/\/\

24,

beta.-Humulene

25.

Methyl (2)-5,11,14,17-
eicosatetraenoate

26.

methyl (4R,9R,10R,15R)-4-
(cyanomethyl) -4,9,10-trimethyl-3-
[2-methyl-1-0x0-1-(1,3-thiazol-2-
ylamino)

217.

2-[2-[2-(4-nonylphenoxy) ethoxy]
ethoxy] ethanol
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(LANJUTAN)
Tabel IV.1
Lanjutan
No. Nama Senyawa Struktur
Ne—— (O]
28, Eth_yl _7-_am|no [1,2,4] triazolo[1,5-a] N/< /
pyrimidine-6-carboxylate X O’\
-
N NH;
29. | 1H-Indole-2-carboxylic acid
30. | 2,6,10,14,18,22-Tetracosahexaene
31. | 2,5-Di-tert-amylhydroquinone
32. | 7-Hexadecenal
33. | S-Ethyl ethanethioate
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Tabel IV.1

Lanjutan

68

No.

Nama Senyawa

Struktur

34.

Phenanthro (1,2-b) furan-10,11-
dione,6,7,8,9-tetrahydro-7-
hydroxy-6-(hydroxymethyl)-1-
methyl-

(Przewaquinone F)

35.

1,4-Benzenediol, 2,5-bis (1,1-
dimethylethyl)

OH

36.

Quinoline-3-carboxylic acid

N
S
= OH

37.

alpha.-Tocopherol-.beta.-D-
mannoside

38.

Stigmast-5-en-3-ol

HOW
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VALIDASI METODE

69

Gambar V.1 Hasil visualisasi tumpang tindih ligan alami (Meloxicam) dengan

redocking

reseptor cox-1 dari hasil kristalografi sinar X dengan ligan hasil

Tabel V.1 Grid Box, RMSD, dan Nilai Energi Ikatan Ligan alami

Kode Grid Box RMSD(A) AG Konstanta
Reseptor Inhibisi
(kkal/maol) (M)
X:251.485
401Z 0,301
(Meloxicam) | Y:107.183 1.253 -8.74 :

Z:4.561
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LEU
LEU AS535
- A534 a
A531
AT'ETE? ALA A530
3 A:527 s N MET
LI - A113
;s -
MET I -
A522 LEU . c\ /,
A352 » R LEU
* W rr L
" 3 All7
é" \\ ,r_/frf .____,f’r
* .-'j—\' /
PHE I’4r ,
AGlR i _'_-__-.u ILE
/f . 4 {1 AZ345
4]
WAL
LEU GLY R ARG S
A3E4 A526 ILE . A120
A523
SER
A353
Interactions
D van der Waals D Alkyl
- Conventional Hydrogen Bond D Pi-alkyl
- Pi-Sigma

Gambar V.2 Hasil visualisasi interaksi ligan alami (meloxicam) dengan reseptor
cyclooxygenase-1
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LAMPIRAN 7
(LANJUTAN)

Gambar V.3 Hasil visualisasi tumpang tindih ligan alami (asam mefenamat)
dengan reseptor cox-2 dari hasil kristalografi sinar X dengan
ligan hasil redocking

Tabel V.2 Grid Box, RMSD, dan Nilai Energi Ikatan Ligan alami

Kode Grid Box RMSD(A) AG Konstanta
Reseptor Kkal/mol Inhibisi
(kkal/mol) (M)
5IKR X:40.741
(Asam Y:38.189 0.536 -7.25 4.86
Mefenamat)
Z:85.878
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TYR
B:348
SER LEU
L LEU 3
~n B:53ﬂ B:352 B:531

VAL
PHE B:349
B:381
" ARG
B:120
TRP
B:387 Ihfﬂ g
B:523
SER
GLY TYR B:353
BLE'@,L B:526 B:355
MET
B:522
Interactions
I:I wvan der Waals I:I Alkyl
- Conventional Hydrogen Bond I:I Pi-Alkyl

Gambar V.4 Hasil visualisasi interaksi ligan alami (asam mefenamat) dengan
reseptor cyclooxygenase-2

72



LAMPIRAN 8

HASIL PENAMBATAN MOLEKUL

Tabel V.3
Nilai Energi Ikatan dari Ligan Alami dan Senyawa Uji
pada enzim Cyclooxygenase -1

73

No. Senyawa/Ligan AG Jumlah | Residu KI
(kkal/mol) | Ikatan Asam (UM)
Hidrogen | Amino
Ligan Alami
Meloxicam -8.74 1 SER530 | 0.391
Ligan Uji
4-Quinolinol, 4-ethenyl-1- i
L ethyldecahydro-2-methyl 6.49 ! A
2. | Glucitol,6-O-nonyl -4.20 - - 838.
: ALAS527
3. | 1-Deoxy-d-mannitol -2.05 2 SER 530 31.450
3-methyl-2-methylsulfanyl-5-
4. | nitro-6-pyridin-4- -6.47 1 TYR355 | 17.99
ylpyrimidin-4-one
2,6-dibromo-4-[2-(3,5-
dibromo-4- SER 530
> hydroxyphenyl)propan-2- <ol 2 TYRass | 0824
yl]phenol
6. | Y] 5.92 ’ i 46.06
benzonitrile
ARG120
7. | Caryophyllen alcohol -1.67 2 TYR355 2.37
8. | 4-Methylbenzyl chloride -5.11 - - 180.51
g, | Methyl 18- 6.20 1 | TYR385 | 28.73
fluorooctadecanoate




74

LAMPIRAN 8
(LANJUTAN)
Tabel V.3
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu Kl
kkal/mol | Ikatan Asam (UM)
Hidrogen | Amino
Ligan Alami
Meloxicam -8.74 1 SER530 0.391
Ligan Uji
10. | E-15-Heptadecenal -6.57 1 SER530 15.27
2,6,10-trimethyl, 14- i i p
12 ethylene-14-pentadecne 814 4°
1, | 3:7:11,15-Tetramethyl-2- 7.90 1 GLY526 | 1.63
hexadecen-1-ol
Hexadecanoic acid, methyl SER530
13- ester (palmitic acid) 10 2 TYR385 | 07
. . ARG120
14. | Pentadecanoic acid -6.49 2 TYR355 17.44
Methyl-9,12-
193 heptadecadienoate e . i 04
. . ARG 120
16. | 5,9,12-octadecatrienoic acid -8.22 2 TYR355 0.940
17 Tetradecanoic acid, 12- .6.38 1 ARG120 21.02
methyl-, methyl ester
18. | Ethyl-9,12-octadecadienoate -7.31 1 SER530 4.38
19, | Buty1-9,12,15- 7.28 : i 463

octadecatrienoate
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Tabel V.3
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu KI
(kkal/mol Ikatan Asam (M)
) Hidrogen | Amino
Ligan Alami
Meloxicaz 8.74 1 SER530 | 0.391
Ligan Uji
4-bromo-5-nitro-1h- TYR 355
20. pyrazole-3-carboxylic acid 2107 2 ARG120 | 19367
1-O-hexadecylglycerol - i SER530
2L, bis-trimethylsi ' 2 ALA527 g3
22. | 3-Pentadecylphenol -7.84 1 MET522 1.79
23. | N-Tetracosane -7.65 - - 2.45
24. | beta.-Humulene -7.41 - - 3.72
25, | Methyl (£)-5,11,14,17- 7.80 1 TYR385 | 1.9
eicosatetraenoate
methyl (4R,9R,10R,15R)-
4- (cyanomethyl) -4,9,10-
26. | trimethyl-3- [2-methyl-1- -1.19 1 - 134.270
0x0-1-(1,3-thiazol-2-
ylamino)
g7, | 2:12-[2-(4-nonylphenoxy) | g 5, 1 MET522 | 28.02
ethoxy] ethoxy] ethanol
Ethyl 7-amino [1,2,4]
triazolo[1,5-a] pyrimidine- i MET522
28. 6-carboxylate (, 7-amino-, ¥ 4 ILE523 357.03
ethyl ester)
29. | LH-Indole-2-carboxylic 591 1 | TYR355 | 4685

acid
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Tabel V.3
Lanjutan
No. Senyawa/Ligan (AG Jumlah Residu KI
(kkal/mol) | Ikatan Asam (UM)
Hidrogen | Amino
Ligan Alami
Meloxicam -8.74 1 SER530 | 0.391
Ligan Uji
30, | 26:10,14,18,22° 9.62 : i 0.089
Tetracosahexaene
2,5-Di-tert-
31 amylhydroquinone(79-74- -6.85 1 ALA527 | 9.52)
" | 3;(Santouar A)
32. | 7-Hexadecenal -6.54 - - 16.08
33. | S-Ethyl ethanethioate -3.46 1 SER530 | 2.920
Phenanthro (1,2-b) furan-
10,11-dione,6,7,8,9-
34. | tetrahydro-7-hydroxy-6- 8.27 2 \'/'AE532439 0.872
(hydroxymethyl)-1-methyl-
(Przewaquinone F)
i , SER530
1,4-Benzenediol, 2,5-bis
35. (1,1-dimethylethyl) -7.20 2 ILE523 5.27
ALAS527
36. | Quinoline-3-carboxylic acid -6.19 3 ARG120 | 29.21

TYR355
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LAMPIRAN 8
(LANJUTAN)
Tabel V.3
Lanjutan
No. Senyawa/Ligan (AG Jumlah Residu Kl
(kkal/mol) | Ikatan Asam (UM)
Hidrogen | Amino
Ligan Alami
Meloxicany 8.74 1 SER530 | 0.391
Ligan Uji
alpha.-Tocopherol-.beta.-D-
mannoside (2,5,7,8-
Tetramethyl-2- (4,8,12-
3% trimethyltridecyl)-3,4- g 158 i | 032
dihydro-2H-chromen-6-yl
hexofuranoside)
38. | Stigmast-5-en-3-ol -0.58 1 GLY526 | 374.480




LAMPIRAN 8

(LANJUTAN)

Tabel V.4

Nilai Energi Ikatan dari Ligan Alami dan Senyawa Uji
pada enzim Cyclooxygenase -2
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No. Senyawa/Ligan AG Jumlah Residu Kl
(kkal/mol) Ikatan Asam (UM)
Hidrogen Amino
Ligan Alami
SER 530
Asam Mefenamat -7.25 2 TYR 385 4.86
Ligan Uji
4-Quinolinol, 4-ethenyl-
1. | 1-ethyldecahydro-2- 6.81 2 SERS30 196 14
VAL523
methyl
2. | Glucitol,6-O-nonyl -3.93 1 ARG120 | 1310
VAL523
3. | 1-Deoxy-d-mannitol -2.80 3 MET522 | 8890
ALA527
3-methyl-2-
4 methylsfulfanyI-S-_nlt_rq- -6.09 1 SER530 3429
6-pyridin-4-ylpyrimidin-
4-one
2,6-dibromo-4-[2-(3,5-
5 dibromo-4- -7.99 i y 1.40
hydroxyphenyl)propan-
2-yl]phenol
6. | A-Cyclopropyl methyl 6.19 i i 29.18
benzonitrile
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LAMPIRAN 8
(LANJUTAN)
Tabel V.4
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu Kl
(kkal/mol) | Ikatan Asam (UM)
Hidrogen Amino
Ligan Alami
SER530
Asam Mefenamat -7.25 2 TYR385 4.86
Ligan Uji
7. Caryophyllen alcohol -8.29 1 VAL523 0.843
4-Methylbenzyl
8. chloride -4.88 - - 265.31
Methyl 18- ARG120
2 fluorooctadecanoate -0 2 TYR355 o
ARG120
10. E-15-Heptadecenal -6.41 2 TYR355 19.98
2,6,10-trimethyl, 14-
11. | ethylene-14- -7.49 - - 3.23
pentadecne
3,7,11,15-Tetramethyl- SER530
12 2-hexadecen-1-ol S 2 ALA527 3.57
Hexadecanoic acid
L ARG120
13. ;T:ei:(t]lr;yl ester (palmitic -6.31 2 TYR355 23.78
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LAMPIRAN 8
(LANJUTAN)
Tabel V.4
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu KI
(kkal/mol Ikatan Asam (UM)
Hidrogen Amino
Ligan Alami
SER530
Asam Mefenamat -7.25 2 TYR385 4.86
Ligan Uji
R ARG120
14. | Pentadecanoic acid -6.62 2 TYR355 14.12
15, [ Metnyl-9,12- 6.69 1 ARGIZD | 4757
heptadecadienoate
16. | 2:9:12-octadecatrienoic | ; o9 1 TYR355 | 2.33
acid
Tetradecanoic acid, 12- ARG120
L methyl-, methyl ester 004 2 TYR3s5 | 3
Ethyl-9,12- ARG120
18- 1 octadecadienoate g 2 TYR355 4.79
Butyl-9,12,15-
19. octad CatliNeal -7.53 1 SER530 3.02
4-bromo-5-nitro-1h- VAL523
20. | pyrazole-3-carboxylic -4.63 2 MET522 0.405
acid
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LAMPIRAN 8
(LANJUTAN)
Tabel V.4
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu KI
(kkal/mol Ikatan Asam (M)
Hidrogen Amino
Ligan Alami
SERB530
Asam Mefenamat -7.25 2 TYR385 4.86
Ligan Uji
21, | 1-O-hexadecylglycerol |, 4, 1 SER530 | 337.42
- bis-trimethylsi
ARG120
22. | 3-Pentadecylphenol -7.85 2 TYR 355 1,76
23. | N-Tetracosane -7.19 - - 5.34
24. | beta.-Humulene -8.06 - - 1.23
Methyl (Z2)-
ARG120
25. 511,14,17- -8.06 2 TYR355 1,23
eicosatetraenoate
methyl
(4R,9R,10R,15R)-4-
(cyanomethyl) -4,9,10- ARG120 i
26| trimethyl-3- [2- +10.58 2 ALA527
methyl-1-oxo0-1-(1,3-
thiazol-2-ylamino)
2-[2-[2-(4-
no[nyl[phEenoxy) SERS30
27. -6.57 2 VAL 523 15.27
ethoxy] ethoxy]
ethanol
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LAMPIRAN 8
(LANJUTAN)
Tabel V.4
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu KI
(kkal/mol) Ikatan Asam Amino | (UM)
Hidrogen
Ligan Alami
SER530
Asam Mefenamat -7.25 2 TYR385 4.86
Ligan Uji
Ethyl 7-
amino[1,2,4
triazoIE)[l 5-]a] Vo ‘o
28. i -4.97 2 MET 522 227.70
pyrimidine-6-
carboxylate(, 7-
amino-, ethyl ester)
1H-Indole-2- TYR385
e carboxylic acid -5.63 1 SER530 g
30, | 26:10.14,18,22- 9.8 : : 0.056
Tetracosahexaene
2,5-Di-tert-
amylhydroquinone i SER530
31. | (79-74-3:(Santouar | 30 2 VAL523 O
A)
ARG120
32. | (2)-7-Hexadecenal -6.52 TYR 355 0.016
33, | SEtYL 3.35 1 TYR385 | 3530
ethanethioate
Phenanthro (1,2-b)
furan-10,11-
dione,6,7,8,9-
34. | tetrahydro-7- 8.20 2 TYR3SS 1 973
SER530
hydroxy-6-
(hydroxymethyl)-1-
methyl-
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LAMPIRAN 8
(LANJUTAN)
Tabel V.4
Lanjutan
No. Senyawa/Ligan AG Jumlah Residu KI
(kkal/mol) | Ikatan Asam (M)
Hidrogen Amino
Ligan Alami
SER530
Asam Mefenamat -7.25 2 TYR385 4.86
Ligan Uji
1,4-Benzenediol, 2,5-
35. | bis (1,1- 6.53 2 3%?_552% 16.38
dimethylethyl)
agpyQuinoline-3- 6.26 i i 25,68
carboxylic acid
Alpha -
Tocopherol-.beta.-D-
mannoside (2,5,7,8-
Tetramethyl-2-
37. | (4,8,12- -10.50 - - 0.020
trimethyltridecyl)-
3,4-dihydro-2H-
chromen-6-yl
hexofuranoside)
. SER530
38 | Stigmast-5-en-3-ol +6.89 2 GLY 526 -




LAMPIRAN 9

HASIL PENGUJIAN LIPINSKI’S RULE OF FIVE
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Tabel V.5
Sifat Fisikokimia yang Berdasarkan Aturan Lipinski’s Rule of Five

Donor | Akseptor | Bobot Log | Memenuhi

Senyawa/Ligan Ikatan Ikatan Molekul P Syarat/

Hidrogen | Hidrogen | (Dalton) tidak
Caryophyllen alcohol 1 1 222 3,77 Memenuhi

syarat
3,7,11,15Tetramethyl- 1 1 206 6.36 Tidak _
2-hexadecen-1-ol memenuhi
5,5_9,12-octadecatr|en0|c 1 5 978 566 Tidak _
acid memenuhi
EthyI-9,12_- 0 ) 308 6.36 Tidak _
octadecadienoate memenuhi
Butyl-9,12_,15- 0 5 334 6.91 Tidak _
octadecatrienoate memenuhi
3-Pentadecylphenol 1 1 304 7,02 s .
memenuhi
Methyl (2)-5,11,14,17- . . 318 6.30 Tidak
eicosatetraenoate memenuhi
2,5-Di-tert- _ 5 5 250 4,47 Memenuhi

amylhydroquinone Syarat
Przewaquinone F 2 5 312 1,36 Memenuhi

syarat




Keterangan :

LAMPIRAN 9
(LANJUTAN)

Tabel V.5
Lanjutan (keterangan tabel)
Massa molekul kurang dari 500 Dalton
LogP kurang dari 5
Donor ikatan hidrogen kurang dari 5

Akseptor ikatan hidrogen kurang dari 10
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LAMPIRAN 10

HASIL PENGUJIAN PreADME
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Tabel V.6
Uji PreADME (Absorpsi dan Distribusi)
Absorpsi Distribusi
Senyawa/Ligan CaCO-2 Cell HIA (%) Protein
Plasma
CITRSE) Binding (%)
Caryophyllen alcohol 22.2 100 100
3,7,11,15-Tetramethyl-2- 23.40 100 100
hexadecen-1-ol
5,9,12-octadecatrienoic acid 27.97 98.27 100
Ethyl-9,12-octadecadienoate 57.09 100 100
e 47.92 100 100
octadecatrienoate
3-Pentadecylphenol 56.03 100 100
M . 17 49.45 100 100
eicosatetraenoate
2,5-Di-tert-amylhydroquinone 28.22 91.57 100
Przewaquinone F 21.12 94.52 89.51




LAMPIRAN 10
(LANJUTAN)
Tabel V.6
Lanjutan (keterangan tabel)
Keterangan
% Human Intestinal Absorbsi (% HIA) = (a)70-100% well absorbed

(b) 20-70% moderately absorbed
(c) 0-20% poorly absorbed

In Vitro Caco-2 cell permeability (nm sec-1) = (a) >70 higher permeability
(b) 4-70 medium permeability
(c) <4 low permeability

Plasma protein binding = (a) >90 strongly bound

(b) < 90% weakly bound
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LAMPIRAN 11

HASIL PENGUJIAN TOKSISITAS

Tabel V.7
Uji Toksisitas
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Ames Test Karsinogenik
Senyawa/Ligan Mutagen / Non- OVACS)
Mutagen

Caryophyllen alcohol Mutagen +
3,7,11,15-Tetramethyl-2-

Non-mutagen +
hexadecen-1-ol
5,9,12-octadecatrienoic acid Mutagen +
Ethyl-9,12-octadecadienoate Non-mutagen i
Butyl-9,12,15-octadecatrienoate Non-mutagen i
3-Pentadecylphenol Non-mutagen +
Methyl (2)-5,11,14,17- Mutagen N
eicosatetraenoate
2,5-Di-tert-amyl hydroquinone Non-mutagen -
Przewaquinone F Mutagen +




