LAMPIRAN

Lampiran. 1 Hasil Docking

1. Ligan NADPH

REMARK VINA RESULT:

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
ROOT
HETATM
1.00 12.
HETATM
1.00 13.
HETATM
1.00 12.
ENDROOT
BRANCH
HETATM
1.00 13.
BRANCH
HETATM
1.00 13.
BRANCH
HETATM
1.00 13.
HETATM
1.00 13.
HETATM
1.00 14.
HETATM
1.00 14.

-11.9

16 active torsions:

status:
1 A
2 A
3 A
4 A
5 A
6 A
T 4=
8 A
9 A
10 A
1Ly
L2
P S
14 A
15 A
16 A
i
1 WA
85 0
2 Ol1lA
09 =)
£ 02/
69 -0
1 4
4 0O5B
35 -0
4 5
5 NeaB
69 0
5 6
6 C4B
97 0
7 04B
83 -0
8 CI1B
26 0
9 C2B
22 0

.624

.624

.268

.331

("A'
between
between
between
between
between
between
between
between
between
between
between
between
between
between
between
between
between

NDP
NDP
OA

NDP
OA

NDP

OA

NDP

NDP
NDP
OA
NDP

NDP

A 201
.418 P
A 201

A 201

A 201

A 201
Dt

A 201
177 C
A 201

A 201
.238 C
A 201
.206 C

for Active;
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:

46

0.000

'T' for

PA 1919

PA 1919

O5B 1922
C5B 1923
C3B 1926
s JL92Y
02B 1930
ClB 1931
03 1947

PN 1948

05D 1951
C5D 1952
)0 11955
C2D 1958
ClD 1961
C3N 1964
CIN 1965

11.485

11.487
10.408

1L 2 SR

13.947

15.043

15.084
16.440

17.272

0.000

Inactive)
and O05B 1922
and 03 1947

and
and
and
and
and
and
and
and
and
and
and
and
and
and
and

7.855

6.938

7.707

7.782

8.680

8.342

6.928

6.510

7.783

C5B 1923
C4B 1924
03B 1927
02B_ 1930
P2B 1973
N9A 1932
PN 1948

05D 1951

C5D 1952
C4D_1953
03D_1956
02D_1959
NIN 1962
C7N_1965
N7N_1967

28.694
27.485
), e

29.470

29.129

30.116

30.322
30.518

30.504



HETATM
1.00 14.
BRANCH
HETATM
1.00 14.
HETATM
1.00 14.
HETATM
1.00 15.
HETATM
1.00 15.
HETATM
1.00 O.
HETATM
1.00 15.
HETATM
1.00 14.
HETATM
1.00 15.
HETATM
1.00 14.
HETATM
1.00 O.
HETATM
1.00 O.
HETATM
1.0% WSSt
HETATM
1.00 O.
HETATM
1.00 14.
HETATM
1.00 O.

10
17
8
11
52
12
86
13
48
14
18
15
00
16
29
17
73
18
76
19
97
20
00
21
00
22
02
23
00
24
84
25
00

ENDBRANCH

BRANCH
HETATM
1.00 14.
BRANCH
HETATM
1.00 14.
HETATM
1.00 15.
HETATM
1.00 14.
HETATM
1.00 15.

9
26
39
26
27
82
28
20
29
28
30
33

ENDBRANCH
ENDBRANCH

BRANCH
HETATM
1.00 14.

10
31
06

26

26
O2B

=0,

27
P2B

0.

01X

-0.

02X

-0.

03X

-0.
27
9 26

31
O3B

-0.

NDP

172

NDP

.273

NDP

.158

NDP

.333

NDP

.123

NDP

.168

NDP

Pl

NDP

.144

NDP

L1873

NDP

.324

NDP

.5

NDP

.157

NDP

.153

NDP

.169

NDP

.323

NDP

.169
8 11

NDP
259

NDP
423
NDP
617
NDP
617
NDP
617

NDP
380

201

Q

201
201
201
201
201
D

201
201
201
201
201
D

A 201

HD
A 201

TP ZPZEEEEEDEREE Y E

A 201
HD
A 201

A 201
HD

A 201
OA

A 201

A 201
OA
A 201
OA
A 201
OA

A 201
OA

16.

16.

16.

17.

17.

17.

18.

i !

18.

19.

18.

149K

i55=

O

18.

18.

17.

18

a3

18.

18.

16.

436

868

547

123

839

030

690

664

915

249

493

499

052

843

285

17

379

716

843

726

487

726

10.

10.

.708

.602

.706

719

.952

.580

.739

.541

o lidl 3

.281

.459

.281

8875

.454

.974

. BYE

.265

.984

.070

300

.076

097

29.

29.

28.

27.

28.

26.

28.

29.

26.

29.

26.

26.

30.

2 St

Si0-.

NP

31.

32.

31.

31.

33.

29.

641

414

111

387

228

380

122

565

936

262

074

863

459

218

625

554

843

398

971

677

885

797

47



HETATM 32 H3B NDP
1.00 0.00 0.211
ENDBRANCH 10 31
ENDBRANCH 5 6
ENDBRANCH 4 5
ENDBRANCH 1 4
BRANCH 1 33
HETATM 33 03 NDP
1.00 13.57 -0.180
BRANCH 33 34
HETATM 34 PN NDP

1.00 14.04 0.418
HETATM 35 OIN NDP
1.00 14.18 -0.624
HETATM 36 O2N NDP
1.00 14.31 -0.624

BRANCH 34 37
HETATM 37 O5D NDP
1.00 15.17 -0.268
BRANCH 37 38
HETATM 38 C5D NDP
1.00 18.01 0.187
BRANCH 38 39
HETATM 39 C4D NDP

1.00 19.12 0.177
HETATM 40 04D NDP
1.00 20.16 -0.331
HETATM 41 C1D NDP
1.00 19.88 0.235
HETATM 42 C2D NDP
1.00 20.78 0.190
HETATM 43 C3D NDP
1.00 20.57 0.172

BRANCH 41 44
HETATM 44 NIN NDP

1.00 19.09 -0.301
HETATM 45 C2N NDP
1.00 18.47 0.083
HETATM 46 C3N NDP
1.00 17.79 BeallS
HETATM 47 C4N NDP
1.00 17.96 0.008
HETATM 48 C5N NDP
1.00 18.05 0.019
HETATM 49 C6N NDP
1.00 18.76 0.078

BRANCH 46 50

HETATM 50 C7N NDP
1.00 17.61 0.252
HETATM 51 O7/N NDP
1.00 17.08 -0.268

A 201
HD

A 201
OA

A 201
A 201
OA
A 201
OA

A 201
OA

A 201

A 201

A 201

201

201

201

QrFP Q@

201

201

201

201

201

201

g i == i - -

201

201

o wr QX

16.

11.

10.

10.

LI

095

544

814

671

506

.316

.242

.134

.534

ling

.825

o (020

.433

.270

.536

.025

.239

.933

.239

.750

10.

10.

11.

1607

10.

10.

I

655

.418

227

656

.977

.609

334

523

.249

§385

544

443

~ilferll

- 893

.758

.865

.152

.313

.522

.408

29.

28.

27.

27.

25.

2/ .

7

26.

26.

2 (omt

N /.

27.

26.

26.

26.

27.

28.

27.

25.

25.

357

276

100

602

784

052

651

621

358

7Y

324

119

784

171

480

441

071

719

763

803

48



49

HETATM 52 N7N NDP A 201 0.655 7.536 25.108
1.00 17.22 -0.366 N

HETATM 53 2H7N NDP A 201 1.065 8.469 25.074
1.00 0.00 0.159 HD

HETATM 54 1H7N NDP A 201 -0.226 7.375 24.621
1.00 0.00 0.159 HD

ENDBRANCH 46 50

ENDBRANCH 41 44

BRANCH 42 55

HETATM 55 02D NDP A 201 3.607 11.210 26.964
1.00 22.69 -0.378 0OA

HETATM 56 H2D NDP A 201 2.852 10.652 27.108
1.00 0.00 0.211 HD

ENDBRANCH 42 55

BRANCH 43 57

HETATM 57 03D NDP A 201 5 NPE 82, SN0 1 26.089
1.00 21.53 -0.380 0OA

HETATM 58 H3D NDP A 201 5.079 13.005 26.422
1.00 0.00 0 ¥2 14 JsHp

ENDBRANCH 43 57

ENDBRANCH 38 39

ENDBRANCH 37 38

ENDBRANCH 34 37

ENDBRANCH 33 34

ENDBRANCH I °

TORSDOF 16

2. Obat pembanding ketoconazole

MODEL 1

REMARK VINA RESULT: —sh 0.000 0.000
REMARK 7 active torsions:

REMARK status: ('A' for Active; 'I' for Inactive)
REMARK 1 A between atoms: O 5 and C 16

REMARK 2 A between atoms: O 5 and C 24

REMARK 3 A between atoms: N 7 and C 21

REMARK I between atoms: N 8 and C 25

REMARK 4 A between atoms: N 9 and C 14

REMARK 5 A between atoms: C 11 and C 14
REMARK 6 A between atoms: C 11 and C_15
REMARK 7 A between atoms: C 12 and C_16

ROOT

ATOM 1 CL UNL d 1 7.852 10.722 29.950
0.00 0.00 -0.083 C1

ATOM 2 CL UNL d 1 8.968 13.581 31.556
0.00 0.00 -0.084 C1

ATOM 3 C UNL d 1 8.731 11.925 29.066
0.00 0.00 0.031 A

ATOM 4 C UNL d 1 8.331 11.0600 29.923
0.00 0.00 0.051 A



ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ENDROOT
BRANCH
ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

BRANCH
ATOM

0.00 O.

BRANCH
ATOM

0.00 O.

BRANCH
ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

BRANCH
ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

ATOM

0.00 O.

00

00

00

00

00
10
00
11
00
12
00
16
00
11
14
00
14
15
00
¢S
16
00
17
00
18
00
19
00
20
00
2}
00
19
22
00
23
00
24
00
25
00
26
00

UNL

.012

UNL

.040

UNL

.020

UNL

.042

UNL

.217

UNL

.334

UNL

.185

UNL

.198

UNL

.341

UNL

.263

UNL

.489

UNL

o L2

UNL

.047

UNL

.027

UNL

.030

UNL

.027

UNL

.047

UNL

.327

UNL

.124

UNL

.126

UNL

.299

UNL

.126

b O - O T SO R o)

A
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A

aQ Q
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>

2P oororororo o

Do 200 r oz o

10.

10.

¥ 1A

RN

13.

1o

12.

1 T

14.

14.

15.

15.

15.

.210

.410

.289

.889

.651

R"e3 3

.730

.970

.304

544

598

476

328

206

231

380

502

109

497

374

864

476

12.

12.

13.

13.

11.

10.

10.

10.

10.

802

152

354

029

373

945

288

309

980

. ik

.861

$58

. 814

.507

.952

.698

.001

.648

.105

.802

.042

.585

29.

30.

29.

30.

28.

28.

27.

27.

2T

27.

28.

2 o

28.

28.

29.

29.

29.

29.

30.

30.

30.

29.

039

753

869

726

236

436

709

059

385

643

167

538

079

450

281

741

369

653

454

826

398

597
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ATOM 27 C UNL d 1
0.00 0.00 0.213 C
ATOM 28 C UNL d 1
0.00 0.00 0.124 A
ATOM 29 O UNL d 1
0.00 0.00 -0.276 OA
ATOM 30 C UNL d 1
0.00 0.00 0.109 C
ENDBRANCH 19 22
ENDBRANCH 15 16
ENDBRANCH 14 15
ENDBRANCH 11 14

BRANCH 9 31

ATOM 31 C UNL d 1
0.00 0.00 g o
BRANCH 31 32

ATOM 32 N UNL d 1
0.00 0.00 -0.331 N
ATOM £ £ UNL d 1
0.00 0.00 0.107 A
ATOM EL_» @ UNL d 1L
0.00 0.00 0.130 A
ATOM 35 N UNL d 1
0.00 0.00 -0.244 NA
ATOM 3G C UNL d 1
0.00 0.00 0.199 A
ENDBRANCH 31 32
ENDBRANCH o &l
ENDBRANCH 3 9

TORSDOF 7

ENDMDL

3. Senyawa Gallic acid

MODEL 1

REMARK VINA RESULT: =
REMARK 6 active torsions:
REMARK status: ('A' for Active;
REMARK 1 A between
REMARK 2 A between
REMARK 3 A between
REMARK 4 A between
REMARK 5 A between
REMARK 6 A between
ROOT

ATOM 1 01 non d ame
0.00 0.00 -0.342 OA
ATOM 2 Cl non d ame
0.00 0.00 0.177 C
ATOM 3 C2 non d ame
0.00 0.00 0.179 C

4.9

atoms:
atoms:
atoms:
atoms:
atoms:
atoms:

16.741 6
14.599 6
17.129 7
17.230 5
NG Sy, 11 .
JS G PO
G 5 8 il
G451 Wpe
A,y 1128
7.721 12.
0.000

'IT' for Inactive)

02_2
03 3
04 4
05 5
06_6
c3 9

15.118
17.261

17.318

and
and
and
and
and
and

7.

6.

7.

739 30.
.888 29,
.196  31.
.979  30.
950 28.
B, 07 .
953 27.
415  26.
993 26.
890 26.
0.000
o 4
c2_8
C4 10
c5 11
C6 12
C6 12
048 28.
323 29.
557 30.

770

225

570

342

302

471

174

311

075

y 93

879

768

697

51



ATOM 4 C3 non
0.00 0.00 0.178
ATOM 5 C4 non
0.00 0.00 0.201
ATOM 6 C5 non
0.00 0.00 0.279
ENDROOT

BRANCH 4 7

ATOM 7 C6 non
0.00 0.00 0.190
BRANCH 7 8

ATOM 8 06 non
0.00 0.00 -0.393
ATOM 9 H12 non
0.00 0.00 0.210
ENDBRANCH 7 8
ENDBRANCH 4 7
BRANCH 6 10

ATOM 10 O5 non
0.00 0.00 -0.366
ATOM i ENN PLaEH
0.00 0.00 0.213
ENDBRANCH 5 IO
BRANCH 2 12

ATOM al, Qe 00
0.00 0.00 -0.387
ATOM 4SSl VGG EEnEn
0.00 0.00 0.211
ENDBRANCH 2 12
BRANCH 5 14

ATOM 14 04 non
0.00 0.00 -0.385
ATOM 15 H10 non
0.00 0.00 0.211
ENDBRANCH 5 i
BRANCH 3 16

ATOM 16 03 non
0.00 0.00 -0.387
ATOM 17 H9 non
0.00 0.00 O
ENDBRANCH 3 16

ame

ame

ame

QO 0Q0Q

ame

O Q

d ame
OA
d ame
HD

d ame
OA
d ame
HD

d ame
OA
d ame
HD

d ame
OA
d ame
HD

d ame
OA
d ame
HD

4. Senyawa Clorogenic acid

MODEL 1

REMARK VINA RESULT:
12 active torsions:

REMARK
REMARK
REMARK
REMARK
REMARK

status:
1 A
2 A
3 A

('A'

-8.5

for Active;

16.

16.

15.

16.

17.

18.

14.

13,4

l6.

15.

%0,

16.

16.

17.

|I|

431

479

092

244

490

o,

315

617

695

778

163

511

833

291

0.0

between atoms: C 11
between atoms: O 1
between atoms: C 10

6.590 28.
8.727 30.
8.186 209.
5.329 27.
4.634 27.
5.180 28.
7.836 30.
8 ."SuNEl - SlUe
5.225 30.
N 1] QEEls
9. 3 (NN
9.528 28.
¥ 2035 SR
VANCHRC 32 .
00 0.000

and O 1
and C 17
and O 2

for Inactive)

507

172

744

655

568

071

885

984

514

183

094

385

007

623

52



REMARK 4
REMARK 5
REMARK 6
REMARK 7
REMARK 8
REMARK 9

REMARK 10
REMARK 11
REMARK 12

ROOT

ATOM 1
0.00 0.00
ENDROOT
BRANCH 1
ATOM 2
0.00 0.00
ATOM 3
0.00 0.00
ATOM 4
0.00 0.00
ATOM 5
0.00 0.00
ATOM 6
0.00 0.00
ATOM 7
0.00 0.00
BRANCH 4
ATOM 8
0.00 0.00
ATOM 9
0.00 0.00
ENDBRANCH
BRANCH 4
ATOM 10
0.00 0.00
ATOM 11
0.00 0.00
BRANCH 10
ATOM 12
0.00 0.00
ATOM 13
0.00 0.00
ENDBRANCH
ENDBRANCH
BRANCH 6
ATOM 14
0.00 0.00
ATOM 15
0.00 0.00
ENDBRANCH

BRANCH 7

g S S =i i

(@)

10

4
14
0

H

6
16

|
(@]

0.
12
10

-0.

0.
14

.211

.093

.168

.080

.150

.184

.337

.248

between
between
between
between
between
between
between
between
between

UNL d

.456 OA

UNL

UNL

UNL

UNL

UNL

UNL

b O O - SO JHOR: JHORE: JNo)

UNL

UNL

O Q O Q

A

UNL d

479 OA

UNL d
295 HD

UNL d
389 OA
UNL d
210 HD

1

atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:

OHONONONCHONONONG!

PR R P ©OoO e

U1

O 0 J O

11.667

10.

10.

738

236

.306

.879

.381

10.

311

.263

.006

.480

.584

.550

.078

.954

. 948

and
and
and
and
and
and
and
and
and

1607

1O

10.

10.

10.

10.

.358

.285

.648

083

156

.793

.354

.724

.815

0D N5

222

493

591

300

27.

27.

28.

28.

7

26.

2 Yo

2 St

Si0-.

29.

28.

30.

30.

26.

25.

637

707

568

638

845

984

914

93

019

175

802

086

265

191

644

53



ATOM 16 O
0.00 0.00 -0.
ATOM 17 H
0.00 0.00 0.

ENDBRANCH 7 16
ENDBRANCH 1 2

BRANCH 1 18

ATOM 18 C
0.00 0.00 0.
ATOM 19 O
0.00 0.00 -0.
BRANCH 18 20
ATOM 20 C
0.00 0.00 0.
BRANCH 20 21
ATOM 21 C
0.00 0.00 0.
BRANCH 21 22
ATOM . £
0.00 0.00 =0 4
ATOM 2,y
0.00 0.00 0.
ATOM 24 C
0.00 0.00 0.
ATOM > Qe
0.00 0.00 U
ATOM 2.5 WC
0.00 0.00 9
ATOM 27 W
0.00 0.00 0.
BRANCH 24 28
ATOM 28 O
0.00 0.00 =03
ATOM 29 H
0.00 0.00 0.

ENDBRANCH 24 28

BRANCH 25 30

ATOM 30\ §@
0.00 0.00 =0,
ATOM 31 H
0.00 0.00 0.

ENDBRANCH 25 30
ENDBRANCH 21 22
ENDBRANCH 20 21
ENDBRANCH 18 20
ENDBRANCH 1 18

TORSDOF 12
ENDMDL

5. Senyawa Myricetin

UNL
386
UNL
210

UNL
332
UNL
246

UNL
092

UNL
015

UNL
021
UNL
057
UNL
159
UNL
158
UNL
050
UNL
012

UNL
503
UNL
292

UNL
503
UNL
292

OA

HD

Q. 0 Q Q

Q

p- O JRoNE: JoRh JloR S o of

A

0 0O Q

HD

OA

HD

10.

11.

11.

11.

i 2

e !

14.

14.

14.

e52

15.

14.

14.

14.

1 Sk

16

813

053

850

401

481

429

067

126

763

341

282

645

822

954

978

204

.866

.358

.040

.307

.819

N, )

.376

e

. 7911

.976

.361

.56l

.406

.179

1T

.236

26.

25.

27.

27.

28.

28.

29.

2P

BUS

30.

29

28)

NP

32.

£1.

31.

053

790

870

360

614

408

153

939

683

641

855

111

469

031

386

652

54



MODEL

REMARK VINA RESULT:
7 active torsions:

for Active;
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
ROOT
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00

1

0.

0.

ENDROOT

BRANCH
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
BRANCH
ATOM
0.00

0.

status:
1 A
2 A
3 A
4 A
5 A
6 A
7 A
1 0
.00
2 0
.00
3 FC
.00
4 C
oo
ST
.00
g (O
.00
a C
.00
Sl @
2000
© W
.00
10 C
00
11 C
00
4 12
12 C
.00
13\ '@
.00
14 C
.00
15 ¢C
.00
16 C
.00
17 C
.00
14 18
18 O
00

("A'
between
between
between
between
between
between
between

UNL d

.451 OA
UNL d

.283 OA
UNL
.109
UNL
.181
UNL
.146
UNL
.208
UNL
.238
UNL
.135
UNL
.092
UNL
.124
UNL
.091

oo o0 r 00 oo

UNL
.028
UNL
.061
UNL
.163
UNL
.201
UNL
.163
UNL
.06l

b OTn- o SO R o R Mo 2 o]

UNL
.503

O Q

A

-10.0

PNONONONONONG)

14

15

15.

13.

15.

14.

e52

16.

e\

16.

17.

=,

13,

12.

11.

11.

12.

12.

0.0

00

0.000

I' for Inactive)

= 00 J o U1 w N

o

.416

.619

699

£35

298

336

218

616

787

706

123

053

001

119

289

341

223

067

and
and
and
and
and
and

and

6.

c 13
c 15
C 19
c 21
C 22
c 23

C 12

909

.201

.582

.430

.485

.528

.104

.147

.946

.501

.602

.854

.607

.031

.702

.950

.526

.783

28.

31.

29.

29.

28.

BUS

30.

29

27

28.

29.

2L .

28.

28.

28.

29.

29.

27.

527

260

644

232

733

143

349

873

988

195

143

026

369

163

614

271

477

506

55



ATOM 1
0.00 0.00
ENDBRANCH

BRANCH 15
ATOM 2
0.00 0.00
ATOM 2
0.00 0.00
ENDBRANCH

BRANCH 16
ATOM 2
0.00 0.00
ATOM 2
0.00 0.00
ENDBRANCH

ENDBRANCH

BRANCH 6
ATOM 2
0.00 0.00
ATOM 2
0.00 0.00
ENDBRANCH

BRANCH 8
ATOM 2
0.00 0.00
ATOM 2
0.00 0.00
ENDBRANCH

BRANCH 10
ATOM 2
0.00 0.00
ATOM 2
0.00 0.00
ENDBRANCH

TORSDOF 7/

ENDMDL

9

0

1

2

3

4

5

6

7

8

9

H

20

0

H

22

o

H

24

O

H

26

©}

H

28

O

H

UNL d 1
0.292 HD
18
UNL d 1
-0.501 OA
UNL d 1
0.292 HD
20
UNL d 1
-0.503 0OA
UNL d AP
0.292 HD
22
1g?
UNL d 1
=0.501 OA
UNL d 1
W22 D
24
UNL d 1
-0.506 OA
UNL d 3
0.292 HD
26
UNL d 1
-0.506 OA
UNL d 1
e 52 @D
28

6. Senyawa Kaemferol

MODEL

REMARK VINA RESULT:

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
ROOT

ATOM

0.00

1

0.

-9.5

5 active torsions:

status:
1 A
2 A
3 A
4 A
5 A
1 O

00

("A'" for Active;
between atoms:
between atoms:
between atoms:
between atoms:
between atoms:

UNL d 1
-0.451 OA

12.563 10.142 27.
10.407 9.126 28.
10.378 9.607 28.
10.511 7.622 29.
10.530 7.111  30.
13.855 8.049 30.
13.876 THEICEp” YNl
17.008 6.250 30.
16.793 SO 07 JCHi
17.184 4.981 27.
16.944 4.938 26.
0.000 0.000
'I' for Inactive)
0 2 and C_ 11
0 3 and C_13
05 and C 15
O 6 and C 21
C9 and C 12
14.562 6.852 28.

406

408

018

722

072

848

439

787

256

488

918

284

56



ATOM 2
0.00 0.00
ATOM 3
0.00 0.00
ATOM 4
0.00 0.00
ATOM 5
0.00 0.00
ATOM 6
0.00 0.00
ATOM 7
0.00 0.00
ATOM 8
0.00 0.00
ATOM 9
0.00 0.00
ATOM 10
0.00 0.00
ATOM 140
0.00 0.00
ENDROOT
BRANCH 5
ATOM 12
0.00 0.00
ATOM 15
0.00 0.00
ATOM 14
0.00 0.00
ATOM 15
0.00 0.00
ATOM 16
0.00 0.00
ATOM 17
0.00 0.00
BRANCH 15
ATOM 18
0.00 0.00
ATOM 19
0.00 0.00
ENDBRANCH
ENDBRANCH
BRANCH 7
ATOM 20
0.00 0.00
ATOM 21
0.00 0.00
ENDBRANCH
BRANCH 8
ATOM 22
0.00 0.00

H

15

5
20
0

H
7

22
o

UNL
-0.283
UNL
0.109
UNL
0.146
UNL
0.181
UNL
0.238
UNL
0.208
UNL
0.135
UNL
0.092
UNL
0.124
UNL
0.091

UNL
0.021
UNL
0.015
UNL
0.046
UNL
0.117
UNL
0.046
UNL
0.015

UNL
-0.507
UNL
0.292
18
12

UNL
-0.501
UNL
0.292
20

UNL
-0.506

o Q
>

B or o roE0r0r0rororQ

2o o rE o0 o Q

OA

HD

OA

15.

15.

15.

13.

15.

14.

16.

1S5,

16.

17.

13.

12.

11.

11.

1 2%

13.

10.

10.

13.

13.

16.

339

649

390

993

080

252

509

973

837

107

165

296

468

509

378

206

681

18

683

389

758

.049

.463

.397

.373

.983

.438

.994

.859

.382

.450

.828

8833

. 789

.738

. 238

.778

o L93

.769

.959

.668

.066

31.

29.

28.

28.

30.

29.

29.

27.

28.

29.

28.

28.

28 5

27

27.

28.

27.

/.

30.

30.

30.

175

575

611

920

211

884

930

936

269

272

593

877

250

939

955

282

612

385

520

982

895

57



ATOM
0.00

0.

23
00

ENDBRANCH

BRANCH
ATOM
0.00
ATOM
0.00

0.

0.

10
24

00
25

00

ENDBRANCH
TORSDOF 5

ENDMDL

H
8
24

O

H

10

0

UNL d

.292 HD

22

-0

0

UNL d

.506 OA

UNL d

.292 HD

24

7.Senyawa Epichatecin

MODEL

1

REMARK VINA RESULT:
6 active torsions:

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
ROOT
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00

0.

0.

ENDROOT

BRANCH
ATOM
0.00
ATOM
0.00

S jefel isiSEe

1 A

Dy A\

3 A

4 A

5 A

6 A

1y [©
.00

2 @
.00

o
.00

4 C
A 00

5 C
.00

6 C
.00

LN C
.00

8 C
.00

9 C
00

10 C
00

3 11

11 C
.00

12 C
.00

0.

.481

.164

. BV

.078

.038

.132

.127

.091

.091

.124

.001

("A' for Active;
atoms:
atoms:
atoms:
atoms:
atoms:
atoms:

between
between
between
between
between
between

UNL

>

UNL

UNL

UNL

UNL

UNL

UNL

UNL

UNL

UNL

oor o rorororororEoE00Q

UNL

UNL
056

>oo P 0

1

=5 .

16.

17.

17.

|I|

13.

15.

Lo

15.

16.

1o

17.

16.

13.

12.

431

404

820

0.0

.364

954

249

724

315

645

798

147

720

069

241

00

and
and
and
and
and
and

5.760 31.
4.862 27.
5.154 27.

0.000

0 2
C 13
c_18
C 19
c
C 12

6.904

7.539

7.431

7.120

6.593

6.485

6.162

5.938

5.611

5.499

7.851

7.512

for Inactive)

28.
30.
29.
30.
29.
28.
29.
28.
29.

28.

29.

29.

323

630

277

545

18515

250

287

653

747

877

003

149

206

048

495

58



ATOM 13 C UNL
0.00 0.00 0.159
ATOM 14 C UNL
0.00 0.00 0.158
ATOM 15 C UNL
0.00 0.00 0.049
ATOM 16 C UNL
0.00 0.00 0.011
BRANCH 13 17

ATOM 17 O UNL
0.00 0.00 -0.503
ATOM 18 H UNL
0.00 0.00 0.292

ENDBRANCH 13 17
BRANCH 14 19

ATOM 19 O UNL
0.00 0.00 -0.503
ATOM 240" 4BT] UNL
0.00 0.00 0.292

ENDBRANCH 14 19
ENDBRANCH 8 1
BRANCH 2 21

ATOM ., O UNL
0.00 0.00 -0.388
ATOM vi. Qs UNL
0.00 0.00 0.210

ENDBRANCH AW 2
BRANCH R

ATOM 75l © UNL
0.00 0.00 -0.506
ATOM 24 H UNL
0.00 0.00 0.292

ENDBRANCH 7 23
BRANCH 10 25

ATOM 25 O UNL
0.00 0.00 -0.506
ATOM 26 H UNL
0.00 0.00 0.292
ENDBRANCH 10 25
TORSDOF 6

ENDMDL

8. Senyawa Delpinidhin

MODEL 1
REMARK VINA RESULT:
REMARK

REMARK status: ('A'
REMARK 1 A
REMARK 2 A

REMARK 3 A

b O - O T SO R o)

OA

HD

OA

HD

OA

HD

OA

HD

1 11
1 11
1 12
1 13
1 10
1 10
1 10
1 10
1 13
1 14
1 Jey,
1 17
1 17
1 17
-10.0

7 active torsions:

for Active;
between atoms: O 24
between atoms: 0O 26
between atoms: O 28

'I'

.356

.299

.126

.011

.529

.106

.414

.380

.888

.074

.045

.386

.193

.587

0.000

.931

.690

.029

.609

.592

.278

.109

Nl

.066

. 642

.276

.821

.972

.254

29.

28.

28.

28.

29.

29.

28.

28.

BUS

30.

30 .

Shlp

278

oy .

0.000

for Inactive)
and C 6
and C 8
and C 10

294

645

197

399

741

414

443

055

860

994

787

034

499

113

59



REMARK 4
REMARK 5
REMARK 6
REMARK 7
ROOT

ATOM 1
0.00 0.00
ATOM 2
0.00 0.00
ATOM 3
0.00 0.00
ATOM 4
0.00 0.00
ATOM 5
0.00 0.00
ATOM 6
0.00 0.00
ATOM 7
0.00 0.00
ATOM 8
0.00 0.00
ATOM 9
0.00 0.00
ATOM 10
0.00 0.00
ATOM 11
0.00 0.00
ENDROOT
BRANCH 4
ATOM 12
0.00 0.00
ATOM 8
0.00 0.00
ATOM 14
0.00 0.00
ATOM 'S
0.00 0.00
ATOM 16
0.00 0.00
ATOM 17
0.00 0.00
BRANCH 14
ATOM 18
0.00 0.00
ATOM 19
0.00 0.00
ENDBRANCH
BRANCH 15
ATOM 20
0.00 0.00

g i

H

14

20
o

between
between
between
between

UNL d
.451 OA
UNL d
.283
UNL
0.109
UNL
0.181
UNL
0.146
UNL
0.208
UNL
0.238
UNL
0 PSS
UNL
0.092
UNL
0.124
UNL
0.091

O
>

Foor oo rororEarE oo

UNL
0.028
UNL
0.061
UNL
0.163
UNL
0.201
UNL
0.163
UNL
0.061

b= OT- N oRgh SO R ol & ol ©oF

UNL
503
UNL d
0.292 HD
18

O Q

-0. A

UNL d
-0.501 oA

atoms:
atoms:
atoms:
atoms:

0 22 and
O 18 and
0 20 and
C 4 and

14.416 6.
15.619 7.
15.699 6.
13.935 7.
15.298 6.
14.336 i
15.218 y -
16.616 6.
15.787 o
16.706 S8
s==23 o)
13.053 -
13.001 8.
2R 1 O 9.
11.289 8.
11.341 7 s
L2 2283 clats
12.067 9.
12.368 10.
10.407 9.

C 16
C 14
c 15

C 12

909

201

582

430

485

528

104

147

946

501

602

854
607
031
702
950

526

783

313

126

28.

31.

29.

29.

28.

30.

30.

29.

27.

28.

29,

29.

28.

28.

28.

29.

29.

27.

27.

28.

527

260

644

232

733

143

349

873

988

195

143

026

369

163

614

271

477

506

618

408

60



ATOM 21 H UNL d 1 9.925 .038 28.787
0.00 0.00 0.292 HD

ENDBRANCH 15 20

BRANCH 16 22

ATOM 22 O UNL d 1 10.511 .622  29.722
0.00 0.00 -0.503 OA

ATOM 23 H UNL d 1 10.531 .113 30.075
0.00 0.00 0.292 HD

ENDBRANCH 16 22

ENDBRANCH 4 12

BRANCH 6 24

ATOM 24 O UNL d 1 13.855 .049 30.848
0.00 0.00 -0.501 OA

ATOM 25 H UNL d 1 14.175 .330 31.298
0.00 0.00 0.292 HD

ENDBRANCH 6 24

BRANCH 8 26

ATOM 26 O UNL d 1 17.008 .250 30.787
0.00 0.00 -0.506 OA

ATOM 27 g ¥ g UL e 1 16.820 .881 31.248
0.00 0.00 W22 kD

ENDBRANCH g g A9

BRANCH 10 28

ATOM 28 O  UNL d 1 17.184 .981 27.488
0.00 0.00 -0.506 OA

ATOM 29 H UNL d 1 === A 2. 201
0.00 0.00 0.292 HD

ENDBRANCH 10 28

TORSDOF 7

ENDMDL

9. Senyawa procatecuice acid

MODEL 1

REMARK VINA RESULT: 0 ol 0.000 0.000
REMARK 4 active torsions:

REMARK status: ('A' for Active; 'I' for Inactive)
REMARK KW between atoms: O 1 and C 7

REMARK 2 A between atoms: O 2 and C 9

REMARK 3 A RS LW SR OI M OMRS S 1) @

REMARK 4 A between atoms: C 5 and C 11

ROOT

ATOM 1 0 UNLd 1 10.420 7.756 29.713
0.00 -0.503 OA

ATOM 2 H UNL d4d 1 10.382 7.518 30.285
0.00 0.292 HD

ENDROOT

BRANCH 1 3

ATOM 3 C UNLd4d 1 11.309 8.014 29.337
0.00 0.159 A

0.

0.

61

00

00

.00



ATOM 4 C UNL d 1 12.150 7
0.00 0.064 A

ATOM 5 C UNL d 1 13.039 7
0.00 0.063 A

ATOM 6 C UNL d 1 13.088 8
0.00 0.019 A

ATOM 7 C UNL d 1 12.248 8
0.00 0.050 A

ATOM 8 C UNL d 1 11.359 8
0.00 0.158 A

BRANCH 5 9

ATOM 9 C UNL d 1 13.879 7
0.00 0.337 C

ATOM 10 O UNL d 1 14.097 8
0.00 -0.245 0OA

BRANCH 9 15

ATOM 11 O UNL d 1 14.502 7%
0.00 -0.477 OA

ATOM 12 H UNL d 1 14.347 6
0.00 0.295 HD

ENDBRANCH 9 11

ENDBRANCH 5 9

BRANCH 2 NG

ATOM 13 0 UNL d 1 10.518 8
0.00 -0.503 OA

ATOM iLdl 4 g UNL d = AM==C1=/2 8
0.00 e 52 Hib

ENDBRANCH S JNE

ENDBRANCH 1 3

TORSDOF 4

ENDMDL

10. Senyawa Rutin

MODEL 1

REMARK VINA RESULT: -10.2 0.000
REMARK 16 active torsions:

REMARK status: ('A' for Active; 'I'
REMARK ING between atoms: C 22 and
REMARK 2 5y between atoms: O 2 and
REMARK 3 A between atoms: C 18 and
REMARK 4 A between atoms: C 19 and
REMARK 5 A between atoms: C 25 and
REMARK 6 A between atoms: O 6 and
REMARK 7 A between atoms: C 20 and
REMARK 8 A between atoms: C 21 and
REMARK 9 A between atoms: C 23 and
REMARK 10 A between atoms: C 24 and
REMARK 11 A between atoms: O 13 and
REMARK 12 A between atoms: O 14 and
REMARK 13 A between atoms: O 15 and

721

.980

.532

.825

.567

.686

.026

.053

.456

.860

.447

o)

Q
N

| Q
[ T I U B S
BAWE OO0 0o

OHONONONONONG)

29.

29.

28.

28.

28.

29.

30.

29.

29.

28 ¢

27 o

793

416

584

128

505

872

787

413

350

049

925

0.000

2

for Inactive)

62

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00



REMARK 14 A
REMARK 15 A
REMARK 16 A

ROOT

ATOM 1 O
0.00 -0.331
ATOM 2 C
0.00 0.179
ATOM 3 C
0.00 0.177
ATOM 4 C
0.00 0.180
ATOM 5 C
0.00 0.214
ATOM 6 C
0.00 0.340
ENDROOT

BRANCH 2 7
ATOM C
0.00 0,197
BRANCH 7 8
ATOM 8 O
0.00 -0.346
BRANCH 8 9
ATOM El C
0.00 0.282
ATOM 10 W
0.00 40 . 37%]
ATOM NI &
0.00 0.149
ATOM 12 C
0.00 0.174
ATOM 13 C
0.00 0.040
ATOM 14 C
0.00 0.179
ATOM 15 C
0.00 0.201
BRANCH 12 16
ATOM 16 O
0.00 -0.387
ATOM 17 H
0.00 0.210

ENDBRANCH 12
BRANCH 14 18

ATOM 18 O
0.00 -0.386
ATOM 19 H
0.00 0.210

ENDBRANCH 14
BRANCH 15 20

between atoms: 0 16
between atoms: C 17
between atoms: C 30

UNL
OA

UNL
A

UNL
A

UNL
A

UNL
A

UNL
A

UNL

UNL
OA

UNL
A
UNL
OA
UNL
A
UNL
A
UNL
C
UNL
A
UNL
A

UNL
OA

UNL
HD
16

UNL
OA

UNL
HD
18

d

d

1

7.

6.

054

300

.914

.282

.036

.422

.932

.587

220185

.400

.748

.633

.213

.168

.820

OIGH!

.624

.053

.202

and C 43
and C 26
and C 33
10.113 27.
9.889 26.
10.594 25.
11.524 26.
11.748 26.
11.042 27.
AP N
8.537 27.
7.780 27.
7.639 26.
6.882 26.
6.266 27.
6.740 25.
o el
7.165 28.
a0 07 |
5.442 26.
5.792 28.
5.193 28.

197

579

985

008

626

220

556

395

342

509

456

236

624

069

121

183

681

848

795

63

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00



ATOM

0.00 -
ATOM

0.00
ENDBRANCH
ENDBRANCH
ENDBRANCH
ENDBRANCH
BRANCH
ATOM

0.00 -
BRANCH 2
ATOM

0.00

ATOM

0.00

ATOM

0.00 =
ATOM

0.00

ATOM

0.00

ATOM

0.00

ATOM

0.00

ATOM

0.00

ATOM

0.00 4
ATOM

0.00

ATOM

0.00
BRANCH 2
ATOM

0.00

ATOM

0.00

ATOM

0.00

ATOM

0.00

ATOM

0.00

ATOM

0.00
BRANCH 3
ATOM

0.00 -

20 O
0.384
21 H
0.210
15
8
7
2
6 22
22 0O
0.453
2 23
23 C
0.214
24 C
0.181
25 0
0.451
vo &,
0.146
2, e
0.109
2 SYNNE
0.092
vA° Qe
0.238
S0 W
URRIRE >
EiR ©
0.283
32 C
0.091
33 C
0.124
4 34
34 C
0.025
3
0.060
36 C
0.159
37 C
0.158
38 C
0.050
39 C
0.015
6 40
40 O
0.503

UNL
OA

UNL
HD
20
9
8
7

UNL
OA

UNL
UNL
UNL
OA
UNL
UNL
UNL
UNL
UNL
UNL
OA

UNL

UNL

UNL

UNL

UNL

UNL

UNL

UNL

UNL
OA

10.

10,

10.

1LOg

110N

11.

.355

.926

.176

.808

NEE

.367

073

146

124

.514

876

.587

538

462

.029

.226

5200

.618

421

127

117

11.

10.

NG,

10.

L0 .

i, U

10.

11.

11.

11.

.306

.547

266

550

169

.454

.119

.500

8374

216

.162

597

.417

.020

504

.941

215

172

735

401

712

28.

28.

27.

28.

29.

Y.

28.

22l

70 4

27.

27 o

26.

27 -

28.

29.

2% .

30.

30.

30.

30.

30.

954

918

838

135

056

353

729

807

053

510

145

589

447

408

681

875

500

930

736

111

694

64

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00



ATOM 41 H
0.00 0.292
ENDBRANCH 36
BRANCH 37 42

ATOM 42 O
0.00 -0.503
ATOM 43 H
0.00 0.292

ENDBRANCH 37
ENDBRANCH 24
BRANCH 30 44

ATOM 44 O
0.00 -0.506
ATOM 45 H
0.00 0.292

ENDBRANCH 30
BRANCH 33 46

ATOM 46 O
0.00 -0.506
ATOM 47 H
0.00 0.292

ENDBRANCH 33
ENDBRANCH 22
ENDBRANCH 6
BRANCH SR/ 3

ATOM 48 O
0.00 s S5 7
ATOM 59 Nl
0.00 0.210

ENDBRANCH 3
BRANCH 5 50

ATOM Ny ©
0.00 -0.383
ATOM 51 H
0.00 0.210

ENDBRANCH 5
BRANCH 4 52

ATOM SAE
0.00 -0.386
ATOM 53 H
0.00 0.210
ENDBRANCH 4
TORSDOF 16
ENDMDL

UNL
HD
40

UNL
OA
UNL
HD
42
34

UNL
OA

UNL
HD
44

UNL
OA
UNL
HD
46
28
22

UNL
OA

UNL
HD
48

UNL
OA

UNL
HD
50

UNL
OA

UNL
HD
52

11. Senyawa Quercetin

MODEL 1

REMARK VINA RESULT:

REMARK 6 active torsions:
for Active;

REMARK status:

('A'

10.

11.

12.

12.

.240 9
.912 11.
.931 12.
940 9
456 9
092 7
633 7
|-
Hoatag, L0
o A0 2 R
L
WE O GRS
L) W
0.000
'I'

.705

507

092

.551

.845

.305

.458

370

749

677

844

229

2695

30.298

31.555

31.759

26.226

26.049

28.708

28.969

25.368

24.896

26.649

27.100

25.414

24.835

0.000

for Inactive)

65

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00

.00



REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
ROOT
ATOM
0.00
ATOM
0.00

ENDROOT

BRANCH
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
ATOM
0.00
BRANCH
ATOM
0.00
ATOM
0.00

1 A between
2 A between
3 A between
4 A between
5 A between
6 A between

1 H1 non d ame

0.218 HD

2 01 non d ame
-0.280 OA

2 3
3 Cl non d ame
0.036 A
4 C2 non d ame
0.068 A
5 C3 non d ame
0.058 A
6 C4 non d ame
0.029 A
7 C5 non d ame
0.116 A
8 C8 non d ame
0.061 A
9 03 non d ame
=0 . 2y Me)-
10 C6 non d ame
0.069 A
11 C7 non d ame
0.033 A
12 05 non d ame
-0.185 OA
13 C9 non d ame
0.071 A
5 14
14 02 non d ame
-0.275 OA
15 H3 non d ame
0.218 HD

ENDBRANCH 5 14

BRANCH
ATOM
0.00
ATOM
0.00

10 16
16 04 non d ame
-0.259 oA

17 H4 non d ame
0.218 HD

ENDBRANCH 10 16

BRANCH
ATOM
0.00

11 18
18 C10 non d ame
-0.029 A

atoms:
atoms:
atoms:
atoms:
atoms:
atoms:

11.

11.

10.

01 2
c3 5
c6 11
C7 14
C12_20
C13 23

549

355

004

.504

.176

.343

. 864

.837

e

.064

.684

.047

e 5

.700

.401

. 697

.521

.003

and C1 3
and 02 6
and 04 12
and C10 18
and 06 21
and O7 24
10.663 25.468
11.433 26.029
11.682 26.150
12.934 26.089
13.157 26.208
12.103 26.390
12.269 26.518
10.842 26.462
18652 PicrEw
11.045 26.786
9.856 26.850
9.718 26.664
10.647 26.336
14.454 26.148
14.800 27.003
11.204 26.926
11.802 27.682
8.584 27.072

66

.00

.00

.00

.00

.00

.00

.00

.00
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.00

.00

.00

.00

.00

.00

.00

.00



ATOM 19 Cl11 non d ame 5.101 7.923 28.252

0.00 0.074 A

ATOM 20 C12 non d ame 4.454 6.752 28.442
0.00 0.032 A

ATOM 21 C13 non d ame 3.698 6.234 27.449
0.00 0.034 A

ATOM 22 Cl4 non d ame 3.606 6.878 26.271
0.00 0.051 A

ATOM 23 C15 non d ame 4.257 8.042 26.080
0.00 0.032 A

BRANCH 20 24

ATOM 24 06 non d ame 4.539 6.066 29.044
0.00 -0.275 0OA

ATOM 25 H7 non d ame 4,425 5.109 29.519
0.00 0.218 HD

ENDBRANCH 20 24
BRANCH 21 26

ATOM 26 07 non d ame 3.010 5.049 W5, 634
0.00 -0.275 OA
ATOM 27 H8 non d ame 3.374 4.583 28.410
0.00 0.218 HD

ENDBRANCH 21 26
ENDBRANCH 11 18
ENDBRANCH 2 3
TORSDOF 6

ENDMDL



