LAMPIRAN

Lampiran 1 Struktur lengkap 2D Senyawa Turunan Skopoletin

61

Kode Chem2d
semyawa
Syl
AcO. O o)
)OO
HyCO / H)J\/
Sy2
HO 0. o]
o)
" Comh‘)}\/
N H
Sy3
WC
4
Sy HJCOWNQ
Sy5 Hscomn\[(\c
o)
AcO O [e]
Sy6
H3CO. N N——
3 S /
Sy7
‘el h
- \ O/\O [0) o]
Sy8
- \ (o) (o) (o) o]
Sy9
0/N/0\ A




62

Sy10

H3CO. H
e h
o—
N I N N o o
PhO,S
Syl1l
'S A
TN P N N NN
PhO,S.
Syl12
H3CO. NHAc

o ¢}
PhO,S
Syl13
H,CO. NHAc
o—
{0 o
0N \
o >N o o
PhO,!
Syl4
o H,CO. N NHAc
o—’N’/\ \
o TN o o
PhO,S
Syl15
/O\v H4CO. N NHAc
0—N
N\ o/\/\/\/\o o o
PhO,S
Syl6
H3CO. NHAc
N N N N N o o
HaCO. NH,

Syl17

o o o o
PhO,S
Sy18
H4CO. NH,
f\\ o
o—N \
o >N o o
PhO,S
Sy19
o HaCO N NH,




63

Sy20

H3CO. NH,
O—_ \
o—‘N*/
\ /\/\/\/\
(o] (o] (¢} (¢}
PhO,S
co NH
Sy21 o : 5
0—N{
N\ P aN
0 o o




61

Lampiran 2 Struktur 2D Senyawa Turunan Baru

Kode Struktur
Senyawa
Baru
S 1 OYOH
o s N)j\/
H
(3-acrylamido-6-methoxy-2-ox0-2H-chromen-7-
yl)(methyl)carbamic acid
S2 "o RN
o
o >
N/\ OoH
K/N\/Ko
2-(4-(4-(7-hydroxy-6-methoxy-2-ox0-2H-chromen-3-yl)-3-
oxobutyl)piperazin-1-yl)acetic acid
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3-(3-((3-amino-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)propoxy)-4-(phenylsulfonyl)isoxazole-5-carboxylic acid
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3-((5-((3-amino-6-methoxy-2-oxo-2H-chromen-7-
yl)oxy)pentyl)oxy)-4-(phenylsulfonyl)isoxazole-5-carboxylic
acid
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How \/\/\/\/O o

3-((7-((3-amino-6-methoxy-2-ox0-2H-chromen-7-

yl)oxy)heptyl)oxy)-4-(phenylsulfonyl)isoxazole-5-carboxylic
acid

S6

3-(((3-amino-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)methoxy)-4-(phenylsulfonyl)isoxazole-5-carboxylic acid
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3-(3-((3-(dimethylamino)-6-methoxy-2-oxo-2H-chromen-7-
yl)oxy)propoxy)-4-(phenylsulfonyl)isoxazole-5-carboxylic acid
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3-((9-((3-amino-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)nonyl)oxy)-4-(phenylsulfonyl)isoxazole-5-carboxylic
acid
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\o Z NH,
5-((2-((3-amino-6-methoxy-2-methylene-2H-chromen-7-
yl)oxy)ethoxy)methyl)cyclopenta-1,4-diene-1-carboxylic acid

S10

HO' ¢ / O/\/\/O

3-((4-((3-(dimethylamino)-6-methoxy-2-oxo-2H-chromen-7-
yl)oxy)butoxy)methyl)-4-(phenylsulfonyl)isoxazole-5-
carboxylic acid
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3-(((6-((3-(dimethylamino)-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)hexyl)oxy)methyl)-4-(phenylsulfonyl)isoxazole-5-
carboxylic acid
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3-(((8-((3-(dimethylamino)-6-methoxy-2-oxo0-2H-chromen-7-
yl)oxy)octyl)oxy)methyl)-4-(phenylsulfonyl)isoxazole-5-
carboxylic acid
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e X

~
(3-(3-((3-amino-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)propoxy)1soxazol 5- yl)(methyl)carbamlc acid
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(3-((2-((3-amino-6-methoxy- 2 -0x0-2H-chromen-7-
yl)oxy)ethoxy)methyl)-4-(phenylsulfonyl)isoxazol-5-
yl)(methyl)carbamic acid
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s
\/\/\/\/55/

(3-(((6-((3-amino-6-methoxy-2-0xo- 2H chromen-7-
yl)oxy)hexyl)oxy)methyl)-4-hydroxyisoxazol-5-
yl)(methyl)carbamic acid
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(3-(((8-((3-amino-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)octyl)oxy)methyl)-4-hydroxyisoxazol-5-
yl)(methyl)carbamic acid

S17
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(R)-2-(3-acrylamido-6-methoxy-2-oxo0-2H-chromen-7-yl)-2-
aminoacetic acid
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(1R,3S)-3-(2-((7-hydroxy-6-methoxy-2-oxo-2H-chromen-3-
yl)amino)-2-oxoethyl)cyclopentane-1-carboxylic acid
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(3-(3-((3-amino-6-methoxy-2-ox0-2H-chromen-7-
yl)oxy)propoxy)-4-(phenylsulfonyl)isoxazol-5-
yl)(methyl)carbamic acid
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3-(3-((3-amino-6-methoxy-2-oxo-2H-chromen-7-
yl)oxy)propoxy)-5-methylisoxazole-4-carboxylic acid
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Lampiran 3 Visualisasi Interaksi hasil Penambatan Molekul ligan uji

Kode VISUALISASI 2D Residu Asam Amino
Ligan
Ligan THR347 LEU384 ALA350
Alami o LEU349 ARG394 GLU353
i % LEU387 LEU391 MET388
LEU346 PHE404 LEU428
e MET421 ILE424 GLU419
£ MET343 GLY420 HIS524
2 = LEU525 TRP383 GLY521 ASP351
y - LEU354
:] van der Waals [:[ Alkyl
- Conventional Hydrogen Bond D Pi-Alkyl
Acuan M e LEU306 SER309 LEU310
k&) GLN314 ALA307 ASP369
A= B a GLY366 VAL368 PHE367
} ) 8 LYS362 VAL364 ARG363
e a PRO365 ALA318
[:] van der Waals - Pi-Sigma
- Conventional Hydrogen Bond [:, Pi-Alkyl
D Carbon Hydrogen Bond
S1 PHE404 LEU387 LEU391
& ARG394 MET388 LEU346

MET
A421
: "oy
; A521
O TR 4
A3s7  A391 ' ILE
' LEU l A:a24
ARG L {eu
A394 A
Interactions
[:] van der Waals - Unfavorable Acceptor-Acceptor

- Conventional Hydrogen Bond - Pi-Sigma

D Carbon Hydrogen Bond D Pi-Alkyl

LEU384 ILE424 GLY521 MET421
MET343 GLU419 LEU525
GLY420 HIS524 ALA350 LEU349
GLU353
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S2 METS528 LEUS525 THR347
o 0 ‘e MET343 LEU384 GLY521
MET388 LEU428 ARG394
GLU353 LEU349 LEU346
: LEU391 LEU387 LEU404
P ALA350 ILE424 TRP383
[:] van der Waals - Pi-Sigma
[ Conventional Hydrogen Bond [J] Pi-Pi T-shaped
[ carbon Hydrogen Bond [] Piakyl
S3 GLY521 ILE424 LEU428 MET388
PHE404 LEU346 THR347
LEU391 LEU349 ARG394
- LEU387 GLU353 ALA350
TRP383 LEU384 MET343 HIS524
GLU419 GLY420 MET421
& LEU525
[] vander waals [ Pi-Anion
- Conventional Hydrogen Bond - Pi-Sigma
L:] Carbon Hydrogen Bond |:| Pi-Alkyl
Bl nfavorable Donor-Donor
S4 = LEU349 PHE404 ILE42 MET388
LEU384 MET421 LEU428
N, LEU391 ALA350 LEU346
- ? ~/ MET343 THR347 TRP383
S LEU525 LEU356 LEU354
g ~ LEUS539 MET 528 ASP351
LEU387 ARG394 GLU353
[:] van der Waals - Pi-Sigma
[ Conventional Hydrogen Bond [T Pi-Sulfur
E Carbon Hydrogen Bond |:] Alkyl
Pi-Anion D Pi-Alkyl
S5 GLN314 LEU310 ALA307
GLY366 PRO365 ASP369
ARG363 ALA318 SER309
LEU306

Interactions

E van der Waals D Alkyl
I conventional Hydrogen Bond [ | Pi-Alkyl
Pi-Anion
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S6 - SER309 LEU306 GLN314
- pec) LEU310 ALA307 VAL368
ASP369 GLY366 PRO365
ALA318
D van der Waals |:] Alkyl
- Conventional Hydrogen Bond |:] Pi-Alkyl
- Pi-Sigma
S7 LEU310 LEU306 ASP369
ALA307 GLY366 PHE367
PRO365 VAL364 LYS362
VAL368 ARG548 ARG363
ALA318
[n:m va:n:erWaals D Pi-Donor Hydrogen Bond
- Conventional Hydrogen Bond - Pi-Sigma
[: Carbon Hydrogen Bond D Alkyl
- Unfavorable Donor-Donor :] Pi-Alkyl
S8 LEU306 SER309 GLN314 SER317

Interactions

|:] van der Waals

- Pi-Sigma
- Conventional Hydrogen Bond |:] Alkyl
- UnfavorableAcceptoFAccepmr|:] Pi-Alkyl

ARG363 ASP321 GLY366
VAL368 PHE367 ASP369
VAL364 LYS362 ALA322
PRO365 ALA318 LEU310
ALA307
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S9

SER309 LEU306 ALA307 ASP369

P GLY366 VAL368 LEU310
A3 PRO365 ALA318 GLN314
H 9
D van der Waals - Pi-Sigma
[ conventional Hydrogen Bond [ Pi-Alkyl
S10 ALAS546 ILE358 LYS362 ASN359
ALA322 ARG363 TRP369
PRO324 GLU323 PRO325 HIS356
g 8
D van der Waals - Amide-Pi Stacked
- Conventional Hydrogen Bond :] Alkyl
[ carbon Hydrogen Bond [ Praky
B Fisigma
S11 ALA318 ALA322 ARG363
LEU310 LYS362 VAL364
PHE367 VAL368 ASP369
GLY366 PRO365 LEU 306

Interactions

D van der Waals :] Pi-Donor Hydrogen Bond
- Conventional Hydrogen Bond - Pi-Sigma

[] carbon Hydrogen Bond [ Ak

- UnfavaraMeAccep[or-Accepmr:] Pi-Alkyl

ALA307 GLN314 SER317 ASP21
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S12 ALA322 ARG363 VAL364
ALA318 GLY366 PRO365
ASP369 ALA307 LEU310
LEU306 SER309 GLN314 SER317
VAL368 LYS362
D van der Waals |:| Pi-Lone Pair
- Conventional Hydrogen Bond |:| Alkyl
|:| Carbon Hydrogen Bond [:| Pi-alkyl
- Pi-Sigma
S13 o LEU306 ASP369 GLY366
ARG363 ASP321 SER317
- e 2 ALA318 LEU310 VAL364
e PRO365 LYS362 ALA307
VAL368
[: van der Waals - Pi-Sigma
- Conventional Hydrogen Bond |:] Alkyl
[: Carbon Hydrogen Bond ‘:] Pi-Alkyl
S14 ALA322 TRP360 MET357
ASN359 ALA546 HIS547
ARG548 LYS362 ARG363

Interactions

[[] van der waals

- Pi-Sigma
- Conventional Hydrogen Bond l:] Pi-Sulfur
[T carbon Hydrogen Bond [ Ak

- Unfavorable Acceptor-Acceptor :l Pi-Alkyl

[ Pi-cation

PRO325 GLU323 PRO324 HIS356
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S15 LEU306 LEU310 ALA307
(%) VAL364 ALA 318 VAL368
b GLY366 ASP369 ARG303
E’c\::n:er Waals - Unfavorable Acceptor-Acceptor
[ conventional Hydrogen Bond [JII] Pi-Cation
:' Carbon Hydrogen Bond |:‘| Alkyl
[ Unfavorable Donor-Donor [ Pi-Alkyl
S16 LEU306 SER309 VAL364

Interactions

[] van der waals

- Pi-Sigma

[ conventional Hydrogen Bond [ Amide-Pi Stacked

|:| Carbon Hydrogen Bond :' Alkyl

- Unfavorable Donor-Donor D Pi-Alkyl

PRO365 LYS362 ALA318
GLN314 SER317 ASP321
ARG363 LEU310 VAL368
GLY366 ALA307

S17

@

A.366 ASP
¥ A369
VAL
368 fGoy
3 &
) [k
g% A309,
vl ......
A6z
VAL
A361 = i
ARG (PRO . - - - 7|
A363  A3es)
ALA
A:318 Ao
GLN
Adl4
SER
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Interactions

I:] van der Waals - Pi-Sigma
- Conventional Hydrogen Bond D Alkyl
[:] Carbon Hydrogen Bond |:| Pi-Alkyl

VAL364 ARG363 PRO365
ALA318 GLN314 SER317
LEU310 SER309 LEU306
ALA307 ASP369 GLY366
VAL368 LYS362
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S18 ASP369 ALA307 VAL368
PHE367 GLY366 VAL364
LYS362 ARG363 LEU310
£ ALA318 PRO365 LEU306
[] van der waals [ PirAlkyi
[ conventional Hydrogen Bond
S19 LEU306 ALA307 ALA318
ASP369 ARG363 LEU310
PRO365 ALA546 VAL368
LEU544 LYS362 LEU372
GLN375 ARG548 PHE367
GLY366 VAL364
[[] van der waals [ Fi-cation
- Conventional Hydrogen Bond - Pi-Sigma
[] carbon Hydrogen Bond [] Pi-Alkyl
S20 S8 GLN314 ASP369 PHE367
. B VAL364 ALA361 LYS362
: : ARG363 VAL368 PRO365
GLY366 ALA307 ALA318

Interactions

[:] van der Waals

- Pi-Sigma
[ Conventional Hydrogen Bond [| Pi-Alkyl

:’ Pi-Donor Hydrogen Bond

LEU310 LEU306 SER309
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