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LAMPIRAN 1

ALUR PENELITIAN

Penyiapan struktur reseptor Penyiapan struktur ligan
Pengunduhan reseptor dari situs Protein Pengunduhan ligan dari situs
Data Bank Pubchem
(http://pubchem.ncbi.nlm.nih.gov/)
Output : 2jlu.pdb I
Output : ligan.pdb
Pemisahan reseptor dari molekul air dan |
ligan dengan Discovery Studio

Optimasi menggunakan Autodock

Visualizer
Tools

Output : reseptor.pdb ]
Output : ligan.pdbqt

Optimasi dengan menambahkan atom
hidrogen dan mengatur grid box
menggunakan Autodock Tools

Penambatan molekul menggunakan Autodock Tools

Analisis dan visualisasi penambatan molekul

Output : Nilai RMSD validasi, AGying,
cluster, interaksi ikatan dan nilai Kl

Gambar 1.1 Alur Penelitian
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http://pubchem.ncbi.nlm.nih.gov/

LAMPIRAN 2

STRUKTUR SENYAWA SELEDRI

(1) 2-methylbutanal (2) 2-methylhexane
01<
(3) 3-Methylbutanal (4) alfa-humulene

(5) alfa-pinene (6) alfa-selinene

Gambar V.2 Struktur kimia kandungan senyawa aktif dalam seledri
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LAMPIRAN 2
(LANJUTAN)

HyC CHs
H;C
(7) alfa-thjene (8) beta-caryophyllene
//
(9) beta-pinene (10) bete-selinene

(11) buthyhexahydrophthaladine (12) butylphthalide

Gambar 1V.2 Struktur kimia kandungan senyawa aktif dalam seledri



LAMPIRAN 2
(LANJUTAN)

(13) camphene

(15) cnidiline

(17) furfural

Gambar 1V.2 Struktur kimia kandungan senyawa seledri
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(14) cis-Neocnidilide

o]

(16) E-liguistilide

(18) gama-terpinene



LAMPIRAN 2
(LANJUTAN)

(13) camphene

(15) cnidiline

(17) furfural

Gambar 1V.2 Struktur kimia kandungan senyawa seledri

7

(14) cis-Neocnidilide

o]

(16) E-liguistilide

(18) gama-terpinene
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LAMPIRAN 2
(LANJUTAN)
\g/
/0
(19) hexana (20) limonene
W
(21) mycerene (22) p.cyemene
o ‘ A
s
o N
(23) Phthalides (24) pyridine

Gambar 1V.2 Struktur kimia kandungan senyawa seledri
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LAMPIRAN 2
(LANJUTAN)
o
(o]
(25) cis-neoclidine (26) Senkyunolide
(o]
HO
9]
(27) terpinene-4-ol (28) trans-neocnidilide
(o]
/
(o]
(o]
(29) Z-burylidinephthalidine (30) Z-ligustilide

Gambar V.2 Struktur kimia kandungan senyawa seledri
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LAMPIRAN 3

STRUKTUR SENYAWA KULIT BUAH MANGGIS

(1) Tovophyllin (2) Beta-mangostin

(3) Garcinone D

(4) Garcinone A

Gambar V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 3
(LANJUTAN)

(5) Garcinone B (6) 3-Isomangostin

(7) Mangostenol

(8) Calabaxanthone

Gambar V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 3
(LANJUTAN)

(5) Garcinone B (6) 3-Isomangostin

(7) Mangostenol

(8) Calabaxanthone

Gambar V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 3
(LANJUTAN)

(9) Mangostanol (10) Gama-mangostin

(12) Garcinone C

Gambar V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 3
(LANJUTAN)

(13) Mangostinone (14) Garcinone E

(16) Demethylcalabaxanthone

Gambar 1V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 3
(LANJUTAN)

(17) Smeatxanthone A (18) 1-l1somangostin

(19) Gartanin

(20) 8-Deoxygartanin

Gambar 1V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 3
(LANJUTAN)

(23) Trapezifolixanthone (24) BR Xanthone B

(25) Euxanthone

Gambar V.3 Struktur kimia kandungan senyawa aktif dalam kulit buah manggis
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LAMPIRAN 4

STRUKTUR SENYAWA BUAH SIRSAK

(3) Asimilobine

(5) 1.5 Caffeoylquinic

(2) Annonie

(4) Dihidrokaemferol hexosid

n]
o—=T

(6) P-coumuric acid

Gambar 1V.4 Struktur kimia kandungan senyawa aktif dalam buah sirsak
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LAMPIRAN 5

STRUKTUR SENYAWA DAUN SALAM

TOM

(1) Alfa-tocopherol (2) Squalene

o ’ : HO
o
o

(3) Gama-tocopherol (4) Beta-tocopherol

(5) Valencene (6) Phyton

Gambar V.5 Struktur kimia kandungan senyawa aktif dalam daun salam



LAMPIRAN 5
(LANJUTAN)

(7) Humulene exopide I1

g

(9) Isoprophenyl

HO

(11) Nerolidol

89

(8) Delta-cadinene

(10) Alfa-cubebene

|
M
HO

(12) Linalool

Gambar 1V.5 Struktur kimia kandungan senyawa daun salam



LAMPIRAN 5
(LANJUTAN)

(13) Alfa-pinene

(14) Azulene

OW

(15) Octanol

Gambar 1V.5 Struktur kimia kandungan senyawa aktif dalam daun salam

90



91

LAMPIRAN 6

SITUS PROTEIN DATA BANK

© PubChem X RCSB PDB: Homepage X J8 ADME - PreADMET | Prediction = X | +

& C & https//www.rcsb.org

RCSB PDB Search Visual Analyze ~ Download Lea

Sy 151579 Biological
‘\’rss‘fé Macromolecular Structures Search by PDB D, author. macromolecule, s
= | 202 Enabling Breakihroughs in

PROTEIN DATA BANK Researchand Education

[Frooier |

A Structural View of Biology May Molecule of the Month

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

~D 5 students and researchers understand all aspects of biomedicine and agriculture,
"+ Deposit from protein synthesis to health and disease.

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

L Visualize biology, and beyond.

New Video: Penicillin and Antibiotic Resistance

Analyze

#» Download

W Leam

Gambar V.1 Tampilan situs Protein Data Bank (PDB) sebagai tempat
pengunduhan reseptor.
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LAMPIRAN 7

STRUKTUR 3D RESEPTOR 1UZF INHIBITOR

Gambar V.2 Struktur tiga dimensi (3D) reseptor 1UZF Inhibitor pada converting
enzym sebagai target obat pada penelitian ini yang didapatkan dari
situs Protein Data Bank dengan resolusi 2 A.
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LAMPIRAN 8

LIGAN ALAMI 1UZF INHIBITOR

Gambar V.3 Ligan alami bawaan dari reseptor 1UZF Inhibitor yang digunakan
sebagai senyawa pembanding dalam penelitian ini
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LAMPIRAN 9

SITUS PUBCHEM

© PubChem x RCSB PDB: Homepage X | 8 ADME-PreADMET | Prediction - X | +

& C & https//pubchem.ncbi.nim.nih.gov

Pu b © hem About Blog Submit Contact PubChem Homepage has a new look and feel! Read More »

Explore Chemistry

Quickly find chemical information from authoritative sources

Try aspirin EGFR C9H8O4 57-27-2 C1=CC=C(C=C1)C=0 InChl=15/C3H60/c1-3(2)4/h1-2H3

% L [

Draw Structure Upload ID List Browse Data Periodic Table

Gambar V.4 Tampilan utama situs PubChem sebagai tempat pengunduhan
beberapa senyawa dalam format .pdb.
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LAMPIRAN 10

PERANGKAT LUNAK MARVINSKETCH

12 MarvinSketch 52,51 o[- )
File

fle Edit View Insert Atom Bon

File Ex Atom Bond Structure Tools Help
e ' mI.IEN AR E
CEAE-E0-5-P0. ke 00 £BE Sikw e

=T
ES)

=G
=4 (1S =4

G
o154

U o0 0w

BB (¢ @ 9 dle[a[E[ 6] nE D,

Gambar V.5 Tampilan perangkat lunak MarvinSketch yang merupakan perangkat
lunak untuk menggambar senyawa-senyawa untuk penambatan
molekul yang tidak tersedia pada situs PubChem dengan format
hasil gambar .sdf yang nantinya diconvert ke dalam format .pdb
pada perangkat lunak Discovery Studio Visualizer agar senyawa
hasil gambar manual dapat ditambatkan dengan reseptor pada
program AutoDock Tools.
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LAMPIRAN 11

PERANGKAT LUNAK CHEMDRAW ULTRA

& ChemDraw Ultra - [untitled.cdx] F=Tra =]
& File Edit View Object Structure Online  Window Help

P T T T T e T
‘ C @ o < e ‘ = HHH@HJ ‘ NS SE A DN s oayanto

Gambar V.6 Perangkat lunak chemdraw ultra merupakan perangkat lunak untuk
menggambar senyawa-senyawa untuk penambatan molekul.
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LAMPIRAN 12

PERANGKAT LUNAK CHEM 3D

@

i Ble Bt Yiew Studure Gakuistions Suaces Qnline Window el
Er=T=1EY Rl PR, Gam| P oM o,
[RVIERES S A Gpideds | by -8 - m i@ M N M8 =
i Untitieds @) un

@ o < el [maa]

Gambar V.7 Perangkat lunak chem 3D merupakan perangkat lunak untuk
mengubah struktur 2D menjadi 3D dan kemudian akan dilakukan
minimize energi pada struktur senyawa uiji.
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LAMPIRAN 13

PERANGKAT LUNAK DISCOVERY STUDIO VISUALIZER
2016 CLIENT

Discovery Studio Visualizer

- X
File Edit View Chemistry Structure Sequence Chart Scripts Tools Window Help
[Hcomlecies| Somioton Pramocophors | Sl ke X | Y|

e B @ H
Tools [

View Interactions

(]

Define the receptor and ligand.

Step through ligands.

Display receptor-igand interactions.

A ) \
Actions Data Upgrade
sho es Show T, My Recent Actions My Recent Files * upgrade now
s = * Open * Ligand.pdb Want more Discovery Studio? Unleash the power of
» reseptor pdb the complete Discovery Studio with the BIOVIA
My Recent Tool Panels
» 3,4-Methylenedioxybenzyl-3',4'__ Foundation:
* View Interactions * 3,4-Methylenedioxybenzyl-3',4
Ghange the visiity of the receptor and » Superimpose Proteins * 1-0-galloyl-6-0-luteayl-a-D-gl

ligand. » Build and Edit Protein

-0-galloyl-6-0-luteayl-a-D-g!
» ERIODIKTIN.smi
ERIODIKTIN.sdf

reseptor.pdb

Show receptor-ligand interactions on a 2D
diagram. » ligan.pdb
» METHYL BREVIFOLINCARBOXYLAT

Define and Edit Binding Site

reseptor.pdb

reseptor.pdb
GALLIC ACID.sdf
IVERMEKTIN B.sdf
» IVERMEKTIN A.sdf v

alysis and Design

Enable Additional Features

Gambar V.8 Tampilan utama perangkat lunak Discovery Studio Visualizer
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LAMPIRAN 14

PERANGKAT LUNAK AUTODOCK TOOLS

7é AutoDockTools

File 3D Graphics Edit Select Display Color Compute Hydiogen Bonds Grid3D Help

AEY £ e Ee i

|“DT4 2 Ligand Flexible Residues  Grid  Docking  Run  Analyze
T

l_]
| [ed

=y

DashBoard | AniMol | Tools

s <[ |

=

R F#HZz [SLegaMstg

= Al Molecules %% B%% VY
Current Selection B%%%B VYV
b reseptor O®S0COVY
P % untitiedsD mE Jelelelaiviy

|Mud [None Time:[16.-130 Selected: [ N ENEEIN

Ol. ¢ @ B el

Spinoff_— [FR[ 110 (@@
%] R

Gambar V.9 Tampilan perangkat lunak AutoDock Tools sebagai tempat
penambatan molekul antara ligan dengan reseptor.
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LAMPIRAN 15

SITUS LIPINSKI RULE OF FIVE

B8 ADME - PreADMET | Prediction « X [ Lipinski Rule of Five x -+ - x
€« C @ Notsecure | www.scibio-iitd.res.in w @
Biology; IIT Delhi
%3“
m B e oo | Weeimmmd | Gontact e
Lipinski Rule of Five
Lipinski rule of S helps in distinguishing between drug like and non drug like molecules. It predicts high
probability of suecess or failure due to drug likeness for molecules complying with 2 or more of the
following rules
= Molecular mass less than 500 Dalten
« High lipophilicity (expressed as LogP less than 5)
» Less than 5 hydrogen bond danors
» Less than 10 hydrogen bond acceptors
= Molar refractivity should be between 40-130
These filters help in early preclinical development and could help aveid costly late-stage preciinical and
clinical failures .To draw a chemical structure Click H; and follow the instructions given.
Step 1: Input Drug File.
Input PDE file | Choose File | No file chosen
Step 2 : Input pH Value
pHvalue |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
oPTION 1:- -
= The input File should be in the following formats[*.pdb, *.mol *.mol2,*.xvz *.5df = s

04 PM

o

Gambar V.10 Tampilan situs Lipinski rule of five untuk pengujian sifat
fisikokimia
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LAMPIRAN 16

SITUS PREADMET

BB ADME - PreADMET | Prediction - x [ Lipinski Rule of Five x| + - X
< C @ nttpsy/preadmet.bmdrc.kr/adme/ * @ P O
MDL mol and sdfile  Molecular descriptors ~ Druglikeness ~ ADME Prediction  Toxicity prediction  Login  Register Q & Logn f W 3 in
G)r ADM E‘I’ £ +822393 95501 webmaster@bmdre.kr
e {2 B138A, YONSEI ENGINEERING RESEARCH COMPLEX, YONSEI UNIVERSITY. SEOUL. REPUBLIC OF KOREA.
Home  About ® Druglikeness  #f ADME # Toxicity ~ Community  Commercial
¥ a2, ® 9 o B

o -je -@A- /sy - @@O -

204PM

FY sz B

Gambar V.11 Tampilan situs PreADMET
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LAMPIRAN 17

VALIDASI METODE RESEPTOR 1UZF INHIBITOR

Gambar V.12 Hasil visualisasi re-docking 1UZF (epicaptopril) dengan ligan
alami berwarna biru dan hasil kristalografi berwarna kuning

HIS
GLU
L3> INZEE
HIs
TR A:353
A:354
TYR
o AS20
VAL H
A:380 7 HIsS
513
N
LYs
GLU -
A:384 R
TYR
PHE A:523
P GLN
A527 A:A57 A:281
Interactions
:' d I :' Pi-Allyl

Gambar V.13 Interaksi hasil visualisasi redocking pada 1UZF

Tabel V.1
Hasil validasi metode dengan redocking ligan alaminya didapatkan nilai RMSD
<2 A yaitu 0.94 menunjukkan validitas metode dan
reseptor yang sudah valid.

Validasi
Kode Grid Box Tingkat | RMSD RMSD Ikatan Energi
PDB Validasi | Cluster | Reference (kkal/mol)
A (A)
X :41.373
2JLU Y :35.135 | 2.500.000 0.00 0.94 -4.97
Z : 44,607




HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI

LAMPIRAN 18

TANAMAN SELEDRI (Apium graveolens)

Tabel V.2

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.
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No Nama Senyawa AG Nilai KI (uM)
(kkal/mol)

1. Cnilidine -10.41 0.023
2. Cis-neocnilidine -6.90 9.30
3. Trans-Neocnilidine -6.88 9.05
4. | Buthylhexahydrophthaladine -6.87 9.16
5. Z-Ligustilide -6.71 12.06
6. Beta-caryophyllene -6.62 18.95
7 Senkyunolidine -6.62 13.93
8. E-liguistilide -6.52 16.59
Q. Z-burylidinephhalidine -6.52 16.52
10. Beta-selinene -6.41 20,06
11. Alfa-selinene -6.37 21.59
- Buthylphthaladine -6.33 22.85
13. Alfa-humulene -6.14 31.41
14. Terpinene-4-01 -5.65 72.41
15. Phthalides -5.22 148.87
16. Alfa-pinene -4.86 271.99
17. Camphere -4.79 310.35
18. Beta-pinene -4.73 343.26
19. Limonene -4.52 489.27
20. P-cymene -4.48 519.60
21. Gama-terpinene -4.34 659.87
22. Sabrinene -4.30 708.58
23. Alfa-thejene -4.13 932.78
24, Mycerene -3.87 1.460
25. 3-methylbutanal -3.57 2.410
26. 2-methylbutanal -3.54 2.560
27. 2-methylhexana -3.35 3.490




HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI

LAMPIRAN 19

KULIT MANGGIS (Garcinia mangostana L)

Tabel V.3

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.
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No Nama Senyawa AG (kkal/mol) Nilai KI (uM)
1. Tovophyllin -9.85 0.053
2. 3-Isomangostin -8.46 0.059
3. Calabaxanthone -8.46 0.624
4, Gama-mangostin -8.41 0.679
5. Beta-mangostin -8.37 0.738
6. Mangostinone -8.15 1.06
7. Garcinone C -8.09 1.17
8. Smeatxanthone A -7.87 1.71
9 Alfa-mangostin -1.77 2.03
10. Garcinone A -7.41 3.72
11. Garcinone A -7.30 4.45
12. 8-Deoxygartanin -7.23 4.99
13. Gartanin -7.22 5.12
14. Garcinone B -7.16 5.61
15. Garcinone E -7.13 5.89
16. Macluraxanthone -7.08 6.48
17. Trapezifolixanthone -6.97 7.81
18. BR Xanthone A -6.85 9.58
19. 1-Isomangostin -6.81 10.15
20. Garcimangosone D -6.70 12.33
21 Mangostanol -6.47 17.95
22 Euxanthone -6.21 27.99
23 Mangostenol -5.57 83.09
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HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI
BUAH SIRSAK (Annona muricata L)

Tabel V.4

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.

No Nama Senyawa AG (kkal/mol) Nilai KI (uLM)
1. Dihidrokaemferol hexoside -7.05 6.76

2. Nornuceferine -8.45 0.638

3. Asimilobine -8.20 0.639

4. 5 Caffeoylquinic -6.55 15.76

5. P-coumuric acid -5.75 60.97

6. Annonie -4.48 517.54




HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI

LAMPIRAN 21

TANAMAN DAUN SALAM (Syzigium polyntha)

Tabel V.5

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.
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No Nama Senyawa AG (kkal/mol) Nilai KI (uM)
1. Beta-tocopherol -8.44 0.651
2. Alfa-tocopherol -8.18 1.02
3. Gama-tocopherol -8.11 1.14
4, Squalene -6.68 12.60
5. Delta-cadinene -6.53 16.45
6. Nerolidol -6.50 17.31
7. Humulene exopide Il -6.46 18.34
8. Valencene -6.40 20.48
9. Isoprophenyl -6.29 24.40
10. Alfa-cubebene -6.26 25.96
11. Linalool -5.27 138.22
12. Alfa-pinene -4.86 271.90
1= Azulene -4.43 564.81
14. Octanol -4.42 573.28
15. Phyton +2.04 -




LAMPIRAN 22

HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI
TANAMAN BELIMBING WULUH (Averrhoe blimbi)

Tabel V.6

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.
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No Nama Senyawa AG (kkal/mol) Nilai KI (uM)
1. Oxcirane -8.03 1.37

2. Benzaldehyde -6.36 21.82

3. Furan — 2 (5H) — one -6.04 37.22

4. 4.5 Dihydroxy - 2 — -4.90 257.45

methylenehydroxy-
benzalehyde
5. 3.4 Dihydroxyhexanedioic -4.12 959.55




HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI

LAMPIRAN 23

TANAMAN KUMIS KUCING (Orthosiphon aristatus)

Tabel V.7

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.
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No Nama Senyawa AG (kkal/mol) Nilai KI (LM)
1. Benzothiazoldisulfide -8.21 0.959
2. Elemol -6.93 8.27
3. Nerolidol -6.50 17.31
4. Farnesol -6.33 22.79
5. Beta-bisebolene -5.82 53.89
6. Cyclododecene -5.562 89.70
7. Beta-seline -5.46 118.21
8. Linalool -5.27 138.22
9. Methylisostrearate -5.23 146.12
10. Limonene -4.88 266.02
11. Alfa-pinene -4.86 271.99
12. n-eicosane -4.73 345.68
13. Heptadecane -4.64 397.37
14, Methyl palmitate -4.63 400.98
15. Alfa terpinolene -4.59 438.18
16. Stearaldehyde -4.48 285.300
17. Alfa terpinolene -4.59 438.18
18. Octanol -4.42 573.28
19. Beta-myrcene -4.15 903.48
20. Octocosane -3.76 1740
21 Allyl acetat -3.48 2800
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HASIL PENAMBATAN MOLEKUL SENYAWA UJI DARI

Tabel V.8

TANAMAN BAWANG PUTIH (Allium Sativum Linn)

Hasil penambatan molekul yang diurutkan berdasarkan

nilai energi ikatan (AG) terendah.

No Nama Senyawa AG (kkal/mol) Nilai KI (uM)
1. S-propylcysteine sulfoxide -6.18 29.75
2. S-allylcysteine sulfoxide -5.51 90.85
3. Diallythiosulfinate -5.07 192.82
4. S-methylcysteine sulfoxide -4.09 1000
5. Allymethanesulfinate -4.06 1050
6. Diallytetrasulfide -3.87 1470
7. Methylmethanesulfinate -3.72 1890
8. 3viny 14 H 1.2 dithiin -3.64 2150
9. Allymethyl thiosulfinate -3.50 2740
10. Diallytetrasulfide -3.48 2790
11. Diallytrisulfide -3.23 4270
12. Methylallytrisul fide -3.11 5230
13. Dipropyldisulfide -3.10 5390
14. Dipropylsulfide -2.96 6710
il Propane -2.77 9310
16. Dimethydisulfide -2.21 2150
17. Dimethyl sulfide -1.84 44050
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LAMPIRAN 25

HASIL DATA PENELITIAN DARI SENYAWA TERBAIK

Tabel V.9
Hasil data penelitian senyawa terbaik dari semua senyawa

Senyawa Uji Energi Konstanta Ikatan Residu Asam
Bebas Inhibitor Hidrogen Amino
Epicaptopril -4.97 288.47 uM 4 TYR A:520, LYS
(Ligan Alami) | kKal/mol A:511, GLN
A:281, GLU
A:384
(Seleldri) -10.41 0.023 uM 2 TYR A:520, LYS
Clinidine kKal/mol AB11
(Kulit buah -9.85 0.053 uM 1 TYR A:520
Manggis) kKal/mol
Tovophyllin
(Daun Salam) -8.44 0.651 uM 1 ASP A:453
Beta Tocopherol | kKal/mol
(Buah sirsak) -7.05 6.76 UM 5 TYR A:520, HIS
Dihidrokaemferol | kKal/mol 383, GLN A:411,
Hexoside GLN A:281, GLN
A:384
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HASIL VISUALISASI RESIDU ASAM AMINO SENYAWA UJI

DARI TANAMAN SELEDRI (Apium graveolens)
Tabel V.10
Hasil visualisasi residu asam amino senyawa seledri

No

Nama Senyawa

AG
(kkal/mol)

Nilai
Kl
(LM)

Ikatan
Hidrogen

Residu
Asam
Amino

Cnilidine

-10.41

0.023

2

LYS
A:511,
TYR
A:520,

Cis-neocnilidine

-6.90

9.30

LYS
A511,
TYR
A:520,
GLN
A:281

Trans-Neocnilidine

-6.88

9.05

LYS
A:511,
TYR
A:520,
GLN
A:281

Buthylhexahydrophthaladine

-6.87

9.16

TYR
A:520,
GLN
A:281

Z-Ligustilide

-6.71

12.06

TYR
A:520,
GLN
A:281

Beta-caryophyllene

-6.62

18.95

LYS
A:511,
TYR
A:520,
GLN
A:281
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LAMPIRAN 26
(LANJUTAN)
Tabel V.10
Hasil visualisasi residu asam amino senyawa seledri
No Nama Senyawa AG Nilai KI Ikatan | Residu
(kkal/mol) (M) Hidrogen | Asam
Amino
7. Senkyunolidine -6.62 13.93 3 LYS
A:511,
TYR
A:520,
GLN
A:281
8. E-liguistilide -6.52 16.59 - -
9. 2-burylidinephhalidine -6.52 16.52 3 LYS
A:511,
TYR
A:520,
GLN
A:281
10. Beta-selinene -6.41 20,06 1 TYR
A:520
11. Alfa-selinene -6.37 21.59 - -
12. Buthylphthaladine -6.33 22.85 - -
13. Alfa-humulene -6.14 31.41 2 TYR
A:520,
GLN
A:281
14, Terpinene-4-01 -5.65 72.41 - -
15. Phthalides -5.22 148.87 - -
16. Alfa-pinene -4.86 271.99 - -
17. Camphere -4.79 310.35 - -
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LAMPIRAN 26
(LANJUTAN)

Hasil visualisasi residu asam amino senyawa seledri
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No Nama Senyawa AG Nilai Kl Ikatan Residu
(kkal/mol) | (uM) | Hidrogen | Asam
Amino
18. Beta-pinene -4.73 343.26 - -
19. Limonene -4.52 489.27 - -
20. P-cymene -4.48 519.60 - -
21. Gama-terpinene -4.34 659.87 - -
22. Sabrinene -4.30 708.58 1 GLN
A:281
23. Alfa-thejene -4.13 932.78 - -
24, Mycerene -3.87 1.460 - -
25. 3-methylbutanal -3.57 2.410 3 TYRA
A:520,
LYS
A:511,
GLN A:
281
26. 2-methylbutanal -3.54 2.560 3 LYS
A:511,
HIS
A:520,
GLN
A:281
27. 2-methylhexana -3.35 3.490 - -
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LAMPIRAN 27

HASIL VISUALISASI RESIDU ASAM AMINO SENYAWA UJI
DARI TANAMAN KULIT BUAH MANGGIS

(Garcinia mangostana L)
Tabel V.11
Hasil visualisasi residu asam amino senyawa kulit buah manggis

No | Nama Senyawa AG Nilai Kl Ikatan Residu Asam
(kkal/mol) | (LM) Hidrogen Amino

1. Tovophyllin -9.85 0.053 1 LYS A:511

2. 3-Isomangostin -8.46 0.059 2 HIS A:353,
GLN A:384

3. Calabaxanthone -8.46 0.624 1 GLN A:384

4. | Gama-mangostin -8.41 0.679 3 GLN A:411,
TYR A:520,
LYS A:511
5. Beta-mangostin -8.37 0.738 2 HIS A:353,
ALA A:356
6. Mangostinone -8.15 1.06 4 TYR A:520,
GLN A:281,
TYR A:523,
HIS A:513

7. Garcinone C -8.09 1.17 4 GLN A:384,
LYS A:454,
HIS A:513,
TYR A:453

8. | Smeatxanthone A -7.87 1.71 4 GLN A:281,
THR A:282,
GLN A:376,
ASP A:453
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LAMPIRAN 27

(LANJUTAN)
Tabel V.11
Hasil visualisasi residu asam amino senyawa kulit buah manggis

No

Nama Senyawa

AG
(kkal/mol)

Nilai K1
(HM)

Ikatan
Hidrogen

Residu
Asam Amino

Alfa-mangostin

777

2.03

2

HIS A:353,
TYR A: 523

10.

Garcinone A

-1.41

3.72

GLN A:281,
THR A:453,
TYR A:520,
GLN A:316,
THR A:282

11.

Garcinone A

-7.30

4.45

HIS A:383,
GLN A:411,
LYS A:454,
ASP A:453,
GLN A:376,
THR A:280,
ASP A:277

12.

8-Deoxygartanin

-7.23

4.99

GLN A:384,
HIS A:513

13.

Gartanin

-1.22

5.12

ALA A:354,
GLN A:411

14.

Garcinone B

-7.16

5.61

LYS A:511,
TYR A:520,
GLN A:376,
ASP A:453

15.

Garcinone E

=13

5.89

GLN A:384,
ALA A:354,
GLN A:376,
ASP A:453,
LYS A:454

16.

Macluraxanthone

-7.08

6.48

TYR A:523,
GLN A:511
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LAMPIRAN 27
(LANJUTAN)
Tabel V.11
Hasil visualisasi residu asam amino senyawa kulit buah manggis
No | Nama Senyawa AG Nilai Kl Ikatan | Residu Asam
(kkal/mol) | (uM) | Hidrogen Amino

17. | Trapezifolixanthone -6.97 7.81 4 HIS A:383,
GLN A:411,
GLN A:281,
ASP A:453

18. BR Xanthone A -6.85 9.58 3 TYR A:520,
GLN A:281,
ASP A:453

19. 1-1somangostin -6.81 10.15 4 ASP A:453,
HIS A:383,
GLN A:411,
TYR A:523

20. | Garcimangosone D -6.70 12.33 4 ASP A:453,
TYR A:520,
LYS A:511,
GLN A:384

21 Mangostanol -6.47 17.95 1 GLN A:384

22 Euxanthone -6.21 27.99 4 TYR A:520,
GLN A:281,
ASP A:453,
LYS A:454

23 Mangostenol -5.57 83.09 - -
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HASIL VISUALISASI RESIDU ASAM AMINO SENYAWA UJI

DARI BUAH SIRSAK (Annona muricata L)
Tabel V.12
Hasil visualisasi residu asam amino senyawa buah sirsak

No | Nama Senyawa AG Nilai Kl Ikatan | Residu Asam
(kkal/mol) (UM) Hidrogen Amino

1. | Dihidrokaemferol -7.05 6.76 5 GLN A:411,
hexoside HIS A:383,
TYR A:520,
GLN A:384,
GLN A:281
2. Nornuceferine -8.45 0.638 1 ASP A:415
3. Asimilobine -8.20 0.639 2 GLN A:384,
TYR A:520
5. | 5 Caffeoylquinic -6.55 15.76 2 TYR A:520,
ASP A:415
6. | P-coumuric acid -5.75 60.97 2 ASP A:415,
TYR A:520
7. Annonie -4.48 517.54 1 ASP A:453
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HASIL VISUALISASI RESIDU ASAM AMINO SENYAWA UJI

DARI TANAMAN DAUN SALAM (Syzigium polyntha)
Tabel V.13
Hasil visualisasi residu asam amino senyawa daun salam

No | Nama Senyawa AG Nilai Kl Ikatan Resisu Asam
(kkal/mal) | (M) | Hidrogen Amino

1. | Beta-tocopherol -8.44 0.651 1 ASP A:453

2. | Alfa-tocopherol -8.18 1.02 1 ASP A:453

3. | Gama-tocopherol -8.11 1.14 2 TYR A:282,
GLN A:376

4. Squalene -6.68 12.60 - -

5. Delta-cadinene -6.53 16.45 - -

6. Nerolidol -6.50 17.31 1 TYR A:520

7. Humulene -6.46 18.34 1 GLN A:281

exopide Il

8. Valencene -6.40 20.48 - -

9. Isoprophenyl -6.29 24.40 - -

10. | Alfa-cubebene -6.26 25.96 - -

11. Linalool -5.27 138.22 3 GLN A:281,
LYS A:511,
TYR A:520

12. Alfa-pinene -4.86 271.90 - -

13. Azulene -4.43 564.81 - -

14. Octanol -4.42 573.28 2 TYR A:520,
LYS A:511

15. Phyton +2.04 - 5 THR A:282,
GLN A:281,
LYS A:511,
ALA A:354,

TYR A:520




HASIL SIFAT FISIKOKIMIA SENYAWA UJI DARI

LAMPIRAN 30

TANAMAN SELEDRI (Apium graveolens)

Tabel V.14
Hasil penelitian lipinski rule of five

119

Memenuhi
_ Bobot .
Senyawa/Ligan Donor Akseptor Syarat/Tidak
No B ) ) Log P | Molekul ]
Uji Hidrogen | Hidrogen Memenuhi
(mg/mol)
Syarat
1. Cnilidine 0 2 2.68 194 Memenubhi
2. | Cis-neocnilidine 0 2 2.82 194 Memenuhi
Trans-
3. f 0 0 2.82 194 Memenubhi
Neocnilidine
Buthylhexahydro )
4. ) 0 2 2.90 196 Memenuhi
phthaladine
5. Z-Ligustilide 0 0 2.87 190 Memenuhi
Beta- )
6. 0 0 4.75 204 Memenuhi
caryophyllene
7. Senkyunolidine 0 0 2.74 192 Memenuhi
8. E-liguistilide 0 2 2.87 190 Memenuhi
Z-
9. | burylidinephhalid 0 0 2.76 188 Memenuhi
ine
10. Beta-selinene 0 0 4.72 204 Memenubhi
11. Alfa-selinene 0 0 2.99 136 Memenuhi
Buthylphthaladin )
12. 0 2 2.85 190 Memenubhi
e
13. | Alfa-humulene 0 0 5.03 204 Memenubhi
14. | Terpinene-4-01 1 0 2.50 154 Memenuhi
15. Phthalides 5 0 1.12 134 Memenuhi
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LAMPIRAN 30
(LANJUTAN)
Tabel V.14
Hasil penelitian lipinski rule of five
No | Senyawa/Ligan Donor Akseptor | LogP Bobot Memenuhi
Uji Hidrogen | Hidrogen Molekul | Syarat/Tidak
(mg/mol) Memenubhi
Syarat

16. Alfa-pinene 0 0 2.99 136
17. Camphere 0 0 2.99 136 Memenuhi
18. Beta-pinene 0 0 2.99 136 Memenuhi
19. Limonene 0 0 3.30 136 Memenuhi
20. P-cymene 0 0 -0.05 2 Memenuhi
21. Gama-terpinene 0 0 3.30 136 Memenuhi
22. Sabrinene 0 0 2.99 136 Memenuhi
23. Alfa-thejene 0 0 2.99 136 Memenuhi
24. Mycerene 0 0 3.47 136 Memenuhi
25. | 3-methylbutanal 0 1 1.23 86 Memenuhi
26. | 2-methylbutanal 0 1 1.23 36 Memenuhi
27. | 2-methylhexana 0 0 2.82 100 Memenuhi
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HASIL SIFAT FISIKOKIMIA SENYAWA UJI DARI KULIT

BUAH MANGGIS (Garcinia mangostana L)
Tabel V.15
Hasil penelitian lipinski rule of five

No | Senyawa/Ligan Donor Akseptor | Log P Bobot Memenuhi
Uji Hidrogen | Hidrogen Molekul | Syarat/Tidak

(mg/mol) Memenuhi

Syarat

1. Tovophyllin 3 6 6.34 642 Tidak
Memenubhi
2. | Beta-mangostin 0 6 0.00 396 Memenuhi
34 Garcinone D 4 7 4.36 428 Memenuhi
4. Garcinone A 0 5 0.00 356 Memenubhi
5. Garcinone B 0 6 0.00 372 Memenuhi
6. | 3-Isomangostin 0 6 0.18 384 Memenuhi
7. Mangostenol 4 7 4.13 426 Memenuhi
8. | Calabaxanthone 0 5 0.69 368 Memenuhi
9. Mangostanol 3 7 4.02 426 Memenuhi
10. Gama- 0 6 0.00 372 Memenubhi

mangostin
11. | Alfa-mangostin 5 6 -0.05 312 Memenuhi
12. Garcinone C 5 7 4.05 414 Memenuhi
13. | Mangostinone 3 5 5.37 380 Memenuhi
14. Garcinone E 4 6 6.37 464 Memenubhi
15. | Garcimangosone 0 6 0.00 372 Memenuhi
D

16. | Demethylcalaba 0 5 0.25 356 Memenuhi

X-anthone
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(LANJUTAN)
Tabel V.15

Hasil penelitian lipinski rule of five
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No | Senyawa/Ligan Donor Akseptor | Log P Bobot Memenuhi
Uji Hidrogen | Hidrogen Molekul | Syarat/Tidak
(mg/mol) Memenuhi
Syarat
17. | Smeatxanthone A 0 6 -0.70 372 Memenubhi
18. | 1-lsomangostin 0 6 0.00 384 Memenuhi
19. Gartanin 4 6 4.86 396 Memenubhi
20. | 8-Deoxygartanin 0 5 0.00 356 Memenuhi
21 | Cuadroxanthone 0 5 0.07 308 Memenubhi
22 | Macluraxanthone 3 6 4.78 394 Memenuhi
23 | Trapezifolixant- 5 6 -0.05 312 Memenuhi
hone

24 | BR Xanthone A 5 6 -0.05 312 Memenubhi
25 Euxanthone 0 4 -0.65 220 Memenuhi
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SIFAT FISIKOKIMIA SENYAWA UJI DARI BUAH SIRSAK

(Annona muricata L)
Tabel V.16
Hasil penelitian lipinski rule of five

No | Senyawa/Ligan Donor Akseptor | Log P Bobot Memenuhu
Uji Hidrogen | Hidrogen Molekul | Syarat/Tidak
(mg/mol) Memenuhi
Syarat

1 Nornuceferine 1 3 311 281 Memenuhi

2 Annonie 1 3 2.82 265 Memenuhi

3 Asimilobine 2 3 2.81 267 Memenuhi

4 Dihidrokaemferol 4 6 1.48 288 Memenuhi

hexoside
5 1.5 6 9 -0.64 354 Memenuhi
Caffeoylquinic
6 P-coumuric acid 2 3 1.49 164 Memenuhi
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LAMPIRAN 33

HASIL SIFAT FISIKOKIMIA SENYAWA UJI DARI
TANAMAN DAUN SALAM (Syzigium polyntha)

Tabel V.17
Hasil penelitian lipinski rule of five
No | Senyawa/Ligan Donor | Akseptor | Log P Bobot Memenuhu
Uji Hidrogen | Hidrogen Molekul | Syarat/Tidak
(mg/mol) | Memenuhi
Syarat
1. | Alfa-tocopherol 0 3 9.05 472 Memenuhi
2. Squalene 0 0 10.60 410 Memenuhi
3. | Gama-tocopherol 1 2 8.53 416 Memenuhi
4. | Beta-tocopherol 1 2 8.53 416 Memenuhi
5. Valencene 0 0 4.72 204 Memenuhi
6. Phyton 1 1 6.36 296 Memenuhi
7. Humulene 0 0 4.72 204 Memenuhi
exopide Il

8. Delta-cadinene 0 0 4.72 204 Memenuhi
9. Isoprophenyl 0 0 4.86 204 Memenuhi
10. | Alfa-cubebene 0 0 4.27 204 Memenuhi
11. Nerolidol 1 1 4.39 222 Memenuhi
12. Linalool 1 1 2.66 154 Memenuhi
13. Alfa-pinene 0 0 2.99 136 Memenuhi
14. Azulene 0 0 2.45 125 Memenuhi
15. Octanol 0 1 2.54 128 Memenuhi
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HASIL UJI Pre-ADMET (ABSORBSI DAN DISTRIBUSI)
SENYAWA UJI DARI TANAMAN SELEDRI

(Apium graveolens)
Tabel V.18
Hasil uji Pre-ADMET senyawa seledri

No Nama Senyawa Absorpsi Distribusi
CaCo-2 Cell HIA Plasma Protein
(nm sec™?) (%) Binding
1. Cnilidine 23.63° 1002 1002
2. Cis-neocnilidine 47.94P 82.96° 100°
3. Trans-Neocnilidine 47.94° 1002 1002
4. | Buthylhexahydrophthaladine 23.49° 1002 1002
5. Z-Ligustilide 47.46" 100° 100°
6. Beta-caryophyllene 23.63° 100? 100°
7. Senkyunolidine 4753 100? 1002
8. E-liguistilide 47.46" 1007 1007
9. Z-burylidinephhalidine 47.11° 1002 1002
10. Beta-selinene 23.63° 100° 100°
11. Alfa-selinene 23.63° 56.91° 100°
12. Buthylphthaladine 23.63° 1002 1002
13. Alfa-humulene 23.63" 100? 100?
14. Terpinene-4-01 50.80° 1002 1002
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(LANJUTAN)
Tabel V.18
Hasil uji Pre-ADMET senyawa seledri
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No Nama Senyawa Absorpsi Distribusi
CaCo-2 Cell HIA Plasma Protein
(nm sec?) (%) Binding

15. Phthalides 22.09° 1002 13.09°
16. Alfa-pinene 52.32° 1002 1002
17. Camphere 23.49P 100? 100?
18. Beta-pinene 23.63° 100? 100°
19. Limonene 23.63" 1002 1002
20. P-cymene 23.43° 100° 100°
21. Gama-terpinene 23.64° 100° 100?
22. Sabrinene 23.49° 100° 60.97°
23. Alfa-thejene 23.69° 56.21° 1007
24, Mycerene 23.63° 100° 1007
25. 3-methylbutanal 24.72° 100° 81.70°
26. 2-methylbutanal 24.73P 100° 84.64°
27. 2-methylhexana 22.30° 100° 1002
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HASIL UJI Pre-ADMET (ABSORBSI DAN DISTRIBUSI)
SENYAWA UJI DARI KULIT BUAH MANGGIS (Garcinia

mangostana L)

Tabel V.19
Hasil uji Pre-ADMET senyawa kulit buah manggis
No Nama Senyawa Absorpsi Distribusi
CaCo-2 Cell HIA Plasma Protein

(nm sec?) (%) Binding
1. Tovophyllin 48.37° 93.70% 98.90%
2. Beta-mangostin 41.93° 94.85% 98.24%
3. Garcinone D -18.06°¢ 90.79% 1002
4, Garcinone A 20.25° 91.782 100°
5. Garcinone B 19.73° 87.822 1007
6. 3-lsomangostin 37.50P 94.31° 92.992
7. Mangostenol 16.79° 86.59° 91.61°
8. Calabaxanthone 41.38P 96.132 93.33?
9. Mangostanol 41.39° 94.30° 91.59?
10. Gama-mangostin 18.27° 87.252 1002
11. Alfa-mangostin 20.69° 91.812 96.61%
12. Garcinone C 19.74° 87.04° 100°
13. Mangostinone 10.42° 91.39? 98.522
14. Garcinone E 19.80P 90.422 1002
15. | Garcimangosone D 6.22" 42.75P 69.53P
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LAMPIRAN 35
(LANJUTAN)
Tabel V.19
Hasil uji Pre-ADMET senyawa kulit buah manggis
No Nama Senyawa Absorpsi Distribusi
CaCo-2 Cell HIA Plasma Protein
(nmsec?) (%) Binding

16. | Demethylcalabaxanthone 17.63° 94.352 95.63?
17. Smeatxanthone A 15.57° 87.25? 100?
18. 1-1somangostin 38.8° 94.312 93.28?
19. Gartanin 14.25° 86.45° 100°
20. 8-Deoxygartanin 10.75° 91.782 1002
21 Cuadroxanthone 7.36° 93.522 96.73?
22 Macluraxanthone 25.62° 93.96° 96.14°
23 Trapezifolixanthone 14.57° 94.342 97.24%
24 BR Xanthone A 31.96 94.08° 93.01°
25 Euxanthone 0.21° 91.86° 100°
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HASIL UJI Pre-ADMET (ABSORBSI DAN DISTRIBUSI)
SENYAWA UJI DARI BUAH SIRSAK (Annona muricata L)

Tabel V.20

Hasil uji Pre-ADMET senyawa buah sirsak

No Nama Senyawa Absorbsi Distribusi
Plasma Protein
CaCo-2 Cell HIA Binding
(nm sec?) (%)

1. Nornuceferine 26.81° 92.89? 36.96°

2. Annonie 54.39P 96.44° 36.77°

3. Asimilobine 47.68 96.49° 35.56"

4. | Dihidrokaemferol hexoside 20.47° 43.17° 62.76°

5. 1.5 Caffeoylquinic 9.56° 77.832 89.67°

6. P-coumuric acid 21.10° 92.09° 63.05
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LAMPIRAN 37

HASIL UJI Pre-ADMET (ABSORBSI DAN DISTRIBUSI)
SENYAWA UJI DARI TANAMAN DAUN SALAM
(Syzigium polyntha)

Tabel V.21
Hasil uji Pre-ADMET senyawa daun salam

No Nama Senyawa Absorbsi Distribusi
Plasma Protein
CaCo-2 Cell HIA Binding
(nm sec?) (%)
1. Alfa-tocopherol 74.19° 98.812 1002
2. Squalene 23.40° 100? 100?
3. Gama-tocopherol 27.93 97.80° 1002
4. Beta-tocopherol 27.93° 97.80? 1002
5. Valencene 23.63 1002 100°
6. Phyton -37.62° 100? 100?
7. Humulene exopide Il 55.08° 1002 1002
8. Delta-cadinene 23.63° 100? 100°
9. Isoprophenyl 23.49° 100? 100°
10. Alfa-cubebene 23.63° 1002 1002
11. Nerolidol 4.91° 100? 100?
12. Linalool 29.35 100° 100°
13. Alfa-pinene 52.32° 1002 1002
14. Azulene 23.44° 1007 100°
15. Octanol 29.52P 1002 1002
Keterangan :

HIA (Human Intestinal Absorbsi) = Absorpsi  a: 70-100% well absorbsi
Absorpsi b : 20-70% moderately
Absorpsi ¢ : 0-20% poorly

In Vitro CaCo-2 cell permeability = a: > 70 higher permeability
b: 4-70 medium permeability

Cc: <4 low permeability

Distribui Plasma Protein Binding > 90 strongly bound

< 90 meakly bound
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HASIL UJI TOKSISITAS SENYAWA UJI DARI TANAMAN

SELEDRI (Apium graveolens)

Tabel V.22

Hasil uji toksisitas senyawa seledri

No Nama Senyawa Mutagenik Karsinogenik
1. Cnilidine Non Mutagenik Negatif
2. Cis-neocnilidine Non Mutagenik Positif
3. Trans-Neocnilidine Mutagenik Positif
4. | Buthylhexahydrophthaladine Mutagenik Negatif
5. Z-Ligustilide Mutagenik Positif
6. Beta-caryophyllene Mutagenik Negatif
7] Senkyunolidine Mutagenik Positif
8. E-liguistilide Mutagenik Positif
9. Z-burylidinephhalidine Mutagenik Positif
10. Beta-selinene Mutagenik Negatif
11. Alfa-selinene Mutagenik Negatif
12. Buthylphthaladine Mutagenik Positif
13. Alfa-humulene Non Mutagenik Positif
14. Terpinene-4-01 Mutagenik Positif
15. Phthalides Mutagenik Positif
16. Alfa-pinene Mutagenik Negatif
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(LANJUTAN)
Tabel V.22
Hasil uji toksisitas senyawa seledri
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No Nama Senyawa Mutagenik Karsinogenik
17. Camphere Mutagenik Negatif
18. Beta-pinene Mutagenik Negatif
19. Limonene Mutagenik Negatif
20. P-cymene Mutagenik Positif
21. Gama-terpinene Mutagenik Positif
22. Sabrinene Mutagenik Negatif
23. Alfa-thejene Mutagenik Negatif
24, Mycerene Mutagenik Negatif
25. 3-methylbutanal Mutagenik Negatif
26. 2-methylbutanal Mutagenik Negatif
27. 2-methylhexana Mutagenik Negatif
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HASIL UJI TOKSISITAS SENYAWA UJI DARI KULIT BUAH

MANGGIS (Garcinia mangostana L)

Tabel V.23

Hasil uji toksisitas senyawa kulit buah manggis

No Nama Senyawa Mutagenik Karsinogenik
1. Tovophyllin Mutagenik Negatif
2. Beta-mangostin Non Mutagenik Positif
3. Garcinone D Non Mutagenik Negatif
4. Garcinone A Non Mutagenik Negatif
5. Garcinone B Non Mutagenik Negatif
6. 3-Isomangostin Non Mutagenik Negatif
7. Mangostenol Mutagenik Positif
8. Calabaxanthone Non Mutagenik Negatif
9. Mangostanol Non Mutagenik Positif
10. Gama-mangostin Non Mutagenik Negatif
11. Alfa-mangostin Non Mutagenik Negatif
12. Garcinone C Non Mutagenik Negatif
13. Mangostinone Non Mutagenik Positif
14. Garcinone E Non Mutagenik Positif
15. Garcimangosone D Mutagenik Negatif
16. Demethylcalabaxanthone Non Mutagenik Negatif
17. Smeatxanthone A Mutagenik Positif
18. 1-Isomangostin Non Mutagenik Negatif
19. Gartanin Non Mutagenik Positif
20. 8-Deoxygartanin Non Mutagenik Negatif
21 Cuadroxanthone Mutagenik Negatif
22 Macluraxanthone Mutagenik Positif
23 Trapezifolixanthone Non Mutagenik Negatif
24 BR Xanthone A Non Mutagenik Negatif
25 Euxanthone Mutagenik Negatif
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HASIL UJI TOKSISITAS SENYAWA UJI DARI BUAH

SIRSAK (Annona muricata L)

Hasil uji toksisitas senyawa buah sirsak

Tabel V.24
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No Nama Senyawa Mutagenik Karsinogenik
1. Nornuceferine Mutagenik Negatif
2. Annonie Mutagenik Negatif
3. Asimilobine Mutagenik Negatif
4. | Dihidrokaemferol hexoside Mutagenik Positif
5. 1.5 Caffeoylquinic Mutagenik Negatif
6. P-coumuric acid Mutagenik Positif
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HASIL UJI TOKSISITAS DARI TANAMAN DAUN SALAM
(Syzigium polyntha)

Hasil uji toksisitas senyawa daun salam

Tabel V.25

No Nama Senyawa Mutagenik Karsinogenik
1. Alfa-tocopherol Non Mutagenik Negatif
2. Squalene Mutagenik Positif
3. Gama-tocopherol Non Mutagenik Negatif
4. Beta-tocopherol Non Mutagenik Negatif
5. Valencene Mutagenik Negatif
6. Phyton Non Mutagenik Positif
7. Humulene exopide |1 Non Mutagenik Positif
8. Delta-cadinene Mutagenik Negatif
9. Isoprophenyl Mutagenik Negatif
10. Alfa-cubebene Non Mutagenik Negatif
11. Nerolidol Mutagenik Negatif
12. Linalool Mutagenik Negatif
13. Alfa-pinene Mutagenik Negatif
14. Azulene Mutagenik Positif
15. Octanol Non Mutagenik Negatif




