LAMPIRAN

Lampiran 1 Visualisasi Struktur 2D dan 3D Ligan Uji

Kode

. Nama Senyawa Struktur 3D Struktur 2D

Ligan

Al Tamoxifen |
‘ : |
O ‘ N

A2 Malvidin

A3 sianidin

A4 hirsutinidin

A5 delphinidin

A6 pelargonidin
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A7 peonidin
A8 Petunidin
A9 rosinidin
A1l | Europinidin
Al12 | capensidin
Al13 | Aurantinidin
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Al4 | Apigenidin
A15 | luteolinidin
Al6 | tricetinidin
Al7 | Carajurone
A18 | Carajurin
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OH
A19 luteoforol O
OH
A20 Oenin
A21 Mal\/.ldln.3-
arabinoside
A22 | 6-Hydroxyluteolin
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A23 | 5-Methylcyanidin

A24 | 6-Hydroxycyanidin

A5 6—Hy(.1rox.ydelph|n|d|n
3-rutinoside

A26 | Genkwanin

A27 | 7-O-Methylluteolin




5-Methyl-6-
A28 hydroxyluteolinidin
A29 | 6-Methoxyluteolin
A30 Cyamd.ln 3-0-
glucoside
OH
3,4',5',7- >
A31 | Tetrahydroxyflavyliu o o
: oSSR
X
3,4'7-
A32 Trihydroxyflavylium
a3z |37

Dihydroxyflavylium
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3',4'-
A34 Dihydroxyflavylium

5,7-
A33 Dihydroxyflavylium
A36 3,4'-Dihyd roxy'—8—

methoxyflavylium
A37 | 6-Hydroxyflavylium
A38 | 7-Hydroxyflavylium

OH*

A39 | 4-Hydroxyflavylium
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Peonidin 3-
A40 arabinoside
4-(3,4,5-
A41 | Trimethoxystyryl)
anthocyanidin-7-ol
A42 | 8-Methoxyluteolin
A43 Hispidulin / 6-0-

Methylapigenin




Lampiran 2 Interaksi Ligan 3ERT Hasil Penambatan Molekul

Kode VISUALISASI 2D Residu Asam Amino
Ligan

Al MET388 MET421 ILE424
© ' LEU428 LEU387 LEU391
LEU346 ALA350 LEU525
AGR394 GLU353 THR347
THR347 MET343 ASP351
LEU354 LEU349 GLY521
: i HIS524 GLY420 PHE404
GLU419 LEU384 TRP383

A2 AGR396 GLU353 TRP393
PRO324 ILE326 GLU323

AGRY94 LYS449, MET357,
ILE386, LEU387, LEU327,
HIS356, PRO325, PHE445

z

A3 GLU353 GLU419 LEU387
LEU346 MET388 LEU346

ALA350 LEU387 LEU391

MET421 ILE424 LEU525,
GLY521, LEU428, LEU384,
PHE404, AGR394,LEU349,
VAL418, MET343, GLY420,

HIS524

nnnnnnnnnn

A4 @ GLU353 TRP393 AGR394

@ = PRO324 PRO324 GLU323

| GLY442, PHE445, VAL446,

LYS449, TRP360,MET357,

ILE386, GLY390, LEU391,
ILE326, PRO325

ILE
A:326

Az291




AS

AAAAA

GLU353 GLU419 GLU419
LEU387 LEU346 MET388
LEU346 ALA350 LEU387
MET421 LEU525 LEU349,
VAL418, MET343, GLY420,
HIS524, GLYS521, ILE424,
LEU428, LEU384, LEU391,
AGR394, PHE404
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A6

A3ss A350

nnnnnnnnnn

GLU353 LEU387 GLY521
LEU346 ALA350 LEU346
ALA350 LEU387 LEU391
LEUS525 THR347, LEU349,
AGR394, MET388, MET343,
LEU384, MET421, ILE424,
GLY420, HIS424

A7

MET ILE
43 A429

AAAAAA
A349

ional Hydrogen Bond |:| Piralkyl

GLU353 GLU419 LEU387
GLY420 LEU346 LEU391
LEU346 ALA350 LEU387
LEU391 LEU346 MET421
VAL418, MET343, ILE424,
LEU428, MET388, PHE404,
LEU384, ARG394, LEU349,
LEUS525, GLY 521, HIS524

A8

LLLLLLL
AdlE 4346

Interactions

HIS524 GLU419 GLU419
LEU387 GLU353 GLY420
LEU346 MET388 LEU391
LEU346 ALA350 LEU387
LEU391 MET421 LEUS25,
GLY521, ILE424, LEU428,
LEU384, PHE404, ARG39%4,
LEU349, MET343, VAL418
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A9 ARG394 LYS449 GLY390
ARG394 GLU323 PRO324
e ILE326 ILE326 PRO324
i TRP393, PHE445, GLUE353,

LEU387, ILE386, MET357,

e S
B conventona I Hycrogen Bon d [ prak
All ARG394 GLU353 GLY390
ARG394 PRO324 ILE326
gy, & @ TRP393, PHE445, GLUE353,
S LEU387, ILE386, MET357,
o LYS449, GLU323
e R
- Canventional Hydrogen Bond :' Pi-Alkyl
Al2 . @ LEU327 LYS449 GLU323
& - GLU353 ARG394 PRO324
OuY _ ILE326 TRP393 ILE326
P i@ PRO324 LEU387, MET357,
faad GLY390, PHE445, PRO325,
LEU349
s e
ool
s
A13 ARG394 HIS524 GLU419
o LEU387 GLU353 ILE424
w e ' LEU346 MET388 LEU346
ALA350 LEU387 LEU391
MET421




Al4

A:387

Interactions

[ vanderwaals [ ioakd

HIS524 GLY521 LEU387
GLU353 LEU384 MET388
LEU346 ALA350 LEU387
LEUS525 GLY420 MET421
OLE424 MET343 LEU391
ARG394 LEU349

AlS

A:353

nnnnnnnnnn

GLU419 GLU419 LEU387
GLU353 ILE424 MET388
LEU346 ALA350 LEU387
LEU391 MET421 GLY420
HIS524 LEUS25 GLY 521
ARG394 LEU349 PHE404
LEU384 LEU428 MET343
VALA418

Al6

LEU
LEU A:384

ARG394 GLU353 GLY521
GLU419 GLU353 LEU346
LEU384 MET421 LEU525
LEU346 LEU387 ALA350,
MET388, HIS524, ILE424,
GLY420, MET343, VAL418,
LEU391, PHE404, LEU349

Al7

Interactions

ARG394 HIS524 GLY521
LEU387 GLU353 LEU384
MET421 MET388 ALA350
LEU387 LEU391 LEUS525
GLY420, MET343, LEU346,
ILE424, LEU349, LEU428

56
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Al8

nnnnnnnnnn

uuuuuuuuuuuuuuuuuu

[ urfavorable Acceptor -Acceptor
[ sk

LEU387 GLU353 GLY420
LYS520 LEU346 ALA350
LEU387 LEU391 LEUS525
ILE424, MET421, GLU419M
LEU349, MET388, LEU384,
GLY521, HIS524

Al9

Interactions

LEY
A34E

HIS524 GLY521 LEU387
GLU353 LEU346 ALA350
LEU387 LEU391 MET421

LEUS525 METS521 LEU384

LEU428 PHE404 MET388

ARG394 LEU349 LEU424
MET434 GLY420

A20

oo

LEU346 ASP351 GLY521
GLY420 THR347 LEU525
ALA350 LEUS525MET421
LEU384 MET388 LEU387
LEU391 ARG394 LEU349
GLY353 PHE404 ILE424
MET343 MET528 TRP383

A21

THR347 LEU346 GLU353 ASP351
GLY420 TRP383 LEU346 LEUS525
MET421 LEUS25 ALA350
LEU525 MET343 ARG394 LEU387
LEU391 PHE404LEU384 ILE424
GLY521 HIS524 METS528 LEU349




A22

ARG394 GLU419 LEU387 GLU353
ILE424 LEU346 LEU346 ALA350
LEU387 LEU391 MET421 GLY420,
HIS524, LEUS25, GLY521, LEU349,
LEU428, LEU384, VAL418, MET343

HIS524 GLY521 GLU353 LEU346
MET421 LEUS525 ALA250 LEU384
METS522 GLY420 MET343 ILE424
LEU428 MET388 LEU391 PHE404
ARG394 LEU387 LEU349

ARG394 GLU419 GLU353 ILE424
LEU346 ALA350 LEU387
LEU391 MET421 GLY420 HIS 524
LEUS525 GLY521 LEU428 LEU384
PHE404 LEU349 VAL418 MET343

B s
[
ME
A38:
Interactions
[ vander Wads [ Pi-akyl
I convertona | Hycogen Eon d
Gl
521
LEU
42 A384
MET
A2
MET ALA
A388 A350
]]]]]]] ions
[ van der Wal
I conventonal Hyd d [ Ptk

OnE
[

ARG394 LEU387 THR347 ASP351
ALA350 LEUS525 LEU346 LEU346
ALA350 LEU387 LEU391
MET343 MET388 MET528 TRP383
LEU439 LEU384 GLU353




A27 R ARG394 GLU353 LEU387 MET343
THR347 ASP351 ALA350 LEU525

g LEU346 THR347 LEU346 ALA350

LEU387 LEU391 MET388 MET528
TRP383 PHE404 LEU384 LEU349

A28 ARG394 LEU384 LEU387
LEU391 MET388 MET421
LEUS525 HIS524 ILE424 GLY420
MET343 VAL418 PHE404 ALA350
LEU349

A29 GLY521 ARG394 HIS524 GLU419
S LEU387 GLU353 LEU387 ILE424
LEU346 MET388 LEU391
LEU346 ALA350 LEU387
MET421 LEU349 PHE404 MET343
VAL418 GLY420 LEU525 GLY521
LEU428 LEU384

A30 = . THR347 ASP351 GLU419 GLU353
LEU346 ALA350 LEU346
ALA350 LEU387 LEU525LEU391
ARG394 PHE404 LEU349 MET528
LEU384 TRP383 HIS524 GLY521
GLY420 ILE424 MET421 VAL418
MET343




A31

GLYS521 LEU346 LEU349
ALA350 LEU391 MET421
LEU525 ARG394 LEU387 MET388
LEU384 MET522 GLY420 GLU419
MET343 ILE424 PHE404

A32

I corventons Hrogen Bonc

HIS524 GLU353 LEU346 LEU349
ALA350 MET421 LEUS25
GLY420 MET343 ILE424 LEU428
LEU391 PHE404 ARG394 LEU387
LEU384

A33

THR
A347

GLU353 LEU346 THR347 LEU346
ALA350 LEU387 LEU391
LEUS525 LEU346 THR347

A34

ARG394 GLU353 MET421 LEU346
LEUS25 LEU387 LEU391 GLY521
HIS524 MET343 ILE424 PHE404
ALA350 LEU349 MET388

60



A35S

LEU
A346

ARG394 LEU387 GLU353 MET421
LEU387 MET388 LEU391
ALA350 LEU387 LEU391

LEU384 ILE424 LEUS525 GLYS521

MET343 LEU346 LEU349

A36

Interactions

[T] van der waaks

B Conventons rrogen Bang

ARG394 LEU387 GLU353 MET421
LEU387 MET388 LEU391
ALA350 LEU387 LEU391

ILE424 LEUS25 ILE424 GLYS521

MET343 LEU346 LEU349

A37

ARG394 GLU353 MET421 MET388
LEU391 ALA350 LEU387
LEU391 ILE424 LEUS525 HIS524
MET343 LEU346 LEU428 LEU349
LEU384 GLY512

A38

GLU353 MET343 LEU346 THR347
LEU346 ALA350 LEU387
LEU391 ALA350 LEUS525PHE404
THR347 TRP383 LEU384 LEU349

61
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LYS449 GLU353 GLU323 MET357

A39
ILE386 PRO324 ILE326 ARG394
LEU391 GLY390 PHE445 TRP393
£ e -
Il Conventionsl Hycragen Bon [ EE N
B Pcston [ Prak
—
A40 ARG394 GLY390 GLU323 PRO324
e % LEU391 TRP393 LY S449 PHE445
ILE326 PRO325
A41 GLU419 ALA350 ASP351 GLU353
2 e MET343 PHE404 LEU346
" 1 ALA350
LEU346
\ , LEU525 ALA350 LEU525
2. 2md s LEU346 LEU349 ILE424 VAL418
e L0 B . GLY420 HIS524 LEU536 LEU539
T fa LEU354 THR347 TRP383 LEU384
i - LEU387 ARG394
Bl Gonventionsl Hydrogen Bone [ A
[] Carbon Hydrogen Bon B o
B PAnon ] Poaiet
A42 HIS524 GLY521 LEU387 LEU346

5 MET388 MET421 MET388
| LEU391 LEU525 GLU353, LEU349,
THR347 MET343 L3424 GLU419
GLY420 LEU428 LEU382




A43

Interactions

vvvvvvv

ARG394 HIS524 LEU387 GLU353
LEU387 LEU384 MET388
LEU387 LEU391 LEUS525

GLY420, MET343 MET421 ILE424

LEU428 LEU349 LEU346

63



Lampiran 3 Grafik RMSD Hasil Simulasi Dinamika Molekul Selama 100 ns
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Lampiran 4 Grafik RMSF
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Lampiran 5 Grafik Analisis Ikatan Hidrogen Selama 100ns

Kode

. Grafik Ikatan Hidrogen
Ligan
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