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Lampiran 2. Tahapan Preparasi Protein dan Native Ligand
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Lampiran 3. Tahapan Preparasi Ligand Senyawa Pembanding dan Senyawa Uji
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Lampiran 4. Tahapan Validasi Protein dan Penetapan RMSD

108

Validasi Siapkan Folder | . AT ’
Protein Untuk Validasi -
Protein dengan e
PLANTS
: LI cosealfan son @ ‘:-:
Masukkan ke == TR o
Folder File - :
Protein dan
Ligand Native
yang sudah
dipreparasi
: | o sosealfan ""“'..;'..‘fO:
Docking 5 = o : '
Senyawa Native .
Ligand dengan i el
PLANTS
‘_"‘ L I.D-Oﬂlfﬂli ﬂvé\".'.‘.‘i[.;—
Penetapan | Load File B e e e o b E
RMSD ref ligand.mol2
;“"‘“'““"“’"” o < LOoO-calfaw o BE© . “1




109

Load ligand
native hasil
docking

T - ——
(e bt oo Vww SmteDrtenc

59 11 [MenSB Sps |

yasidon tiudy )

w
(s 1ADL MOL
MOL
s SMAILES
B smi - StLES
Qsr? Syt Mol
@ U1 - ADF TAPEN
141 Theewo

e
{f wikeye - DeiChoen 17

Lo Beonts horeds

I ety DOO_ccef 01 ekt

3 UV RIAAL CROAVI Y F A

3 EFIDERMAL GRONVTH FAC
ROV £

2 LPIDERMAL CRNVTR 172

e
Veldad Al gardnel | Q8

vo-carfaw ~mQue s @

Hapus Hydrogen

59 Hr MeanaR [Sys ¢

a o«

1 T
Lo calfaw A gaw T o

Klik analys
kemudian
RMSD of
molecules

Raghs of
sogunis ol
[

Courr
Oeaiponty of
Bebactor of
Secendiay sinw
Mo ot

59 117 [Mema8iSyy |

sk v Oty ol SO 58 Moy
vo-cafaw ~apaw LZe @




110

Sesuaikan
Parameter

39 1

-

&) i mseas

Ble

Seber molerales 1 4t AKGD range
Hane B e

vl

» Armohod
» Prots
b Heckotide

wdgof sl ideain

vl

Subect mlecues is woood RMED G

S @ Yarw
2. [
&

o/ o Hn mernal sebecon

v

rarman S |

Ao fuity gt
G (BURE Ve Blogs  Qulow Nndow K

Dy cherricaty repivalang i (5 risknie SMG0

W MSUS et CBJt Mol Rsdda

==

oK

oty o |
~sase N8 O

Lihat Hasil

Fe Bl

[ —

Ahav Veow Bl Qptions  Wodow 1




Lampiran 5. Tahapan Docking Senyawa
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Lampiran 6. Tahapan Visualisasi Ikatan Senyawa dan Protein
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Lampiran 7. Tahapan Uji Lipinski
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Lampiran 8. Hasil RMSD Protein Kanker Kolorektal

Protein (Reseptor) Konformasi Skor Docking RMSD
4HJO 1 -103.046 1.4746
(Epidermal Growth 2 -103.022 1.4720
Factor Reseptor) 3 -102.489 1.5304

4 -102.611 1.4335
5 -102.363 1.4688
6 -102.969 1.4942
7 -102.671 1.4658
8 -100.297 1.9648
9 -101.972 1.4679
10 -102.529 1.5809
2P21 1 -113.492 1.0514
(Vascular Endothelial 2 -111.546 0.8169
Growth Factor 3 -115.511 1.5294
Receptor) 4 -119.197 1.4272
5 -116.343 1.0921
6 -115.201 1.0961
7 -117.339 1.1748
8 -112.438 1.3510
9 -118.818 1.0809
10 -117.435 1.2152

Keterangan :
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Nilai yang terpilih dan memenuhi parameter RMSD <2



Lampiran 9. Hasil Docking, Visualisasi, dan Residu Asam Amino Senyawa Genus A/phitonia
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7 -102.671 | -117.339
8 -100.297 | -112.438
9 -101.972 | -118.818
10 -102.529 | -117.435
Cetuximab 1 -100.435 LEU A:768 |
MET A:769 |
- . LEU A:820 | -
CYS A:773 |
LEU A:694 |
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MET A:742 |

LEU A: 753 |
s . LEU A:764 |
& .87 LEU A:834 |
. o o LYS A:721 |
25 % Y . f & VAL A:702
104 LEU A: 694
2 -102.208 - TR e | ASPA:831 -
3 -96.5392 - T s om & & -
4 -96.5 - & -
5 -101.637 - _
6 -99.8231 - _
7 -102.28 - — = -
8 -103.618 - i Cormenonsl =ydagen Bord ] A -
9 -100.211 _ [] carbon=ydragenond ] #ap -
1 _982228 } - Unfavorsbie Axceptor-Accentoe _
Bevacizumab 1 -82.5468 ALA B:866 |
CYS B:1045 |
VAL B:916 |
VAL B:899 |
] - LEU
B:1035 |
PHE
) B:1047 |
VAL B:848
2 -82.8146
3 - -83.0241 3
4 - -83.0043 - PHE B:918
5 - -82.7775 -
6 - -83.0624 -
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7 - -82.4448 s -
8 - -81.5948 -
9 - ﬁ%} LEU -
10 82.2371 B
R [[.......@
@ ;..:'T— ~ bt
sl o :*\v "l“:l',"'.' | .
$E8Y = l | U
@ .\
Ll
_ Iﬁs 55?" B912 _
I
D v G Wladh - Urfznradre Acceplor-Adepts
[ [ A
I coentinal Hoger 350 [ it
[:I Carben Hydeugen Band
Alphitonin 1 -82.4066 » THR A:766
i E\:':é? HG
@ i B9l6
Big®
- ALA
(s 3 . BiBGS
86.0803 @ - o)
2 -82.2836 @ L7 ALAI B:
" =N 866 | CYS
£ =) ® B:919 |
o f o LEU B:
.'. e BiLDAG 1035 | VAL
T L B: 848 |
-86.202 VAL B: 916
3 86.0102 | -82.6572 | [ o v _ o =AW i LEU A:820
4 -85.8695 | -82.0613 ~— i B e —- P ]
5 -85.659 | -81.2354 e
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2-Ketobetulinic
acid

Bl cosensamalilyorogenfond

LEL
B 101y

ILE
CHEH

Interactions

| van gsr was
T LTS

SER
RARA

@

Bl coremroonsimcngen Bond

ALA
A:719 |
ARG A:
817|CYS
A: 773 |
LEU A:
775 | LEU
A:694 | ME
TA:

769 | VAL
A: 702

ALAB:
881|CYS
B:

1024 | ILE
B: 888 | ILE
B:
892 | LEU
B: 1019

Alphitolic acid

6 -86.0733 | -82.0079
7 -86.0323 | -81.6469
8 -85.8145 | -81.4153
9 -85.9173 | -82.4718
1 -85.9905 | -82.6294
1 -73.7887

-67.634

-72.2763

-68.9177
3 -65.3384 | -73.8581
4 -67.1968 | -73.1844
5 -65.6779 | -74.0362
6 -64.237 -72.3278
7 -63.6233 | -72.1531
8 -64.5664 | -71.5721
9 -65.6164 | -73.0385
1 -64.1166 | -71.6005
1

-66.9985 | -74.2965
2

-66.9249 | -74.1826

ALAA:
881|CYS
B:

1024 | ILE




'g’-}l !".;;!
5, . &
‘{?,E's:u ;;‘:‘9 H.lilﬂtﬂﬂ L ﬁl:n
285 o LT
g \ ki / Bl:.Bhgi
68411 | -73.4419 v YNy R ST
4 -67.3483 | -74.4963 s SR | AN
5 -66.9935 | -74.0681 o AT T AR
6 ~67.8034 | -74.384 Y 4
7 679811 | -72.7907 ® w @ B .m w e
8 -67.0314 | -74.1228 o = P W
9 ‘_‘“’:-v 13
Interoctions Dl werae e
D i oer Yk - Curwe bonad =y Bord I:I “an g Wiaaks D e
B Lz Buro ] At Aftvartivi Chagen Teaky
687571 | -71.7842 | [ sewrerner — e -
-67.5214 | -74.2374
3-0-Cis-p- -87.6377 | -85.0584 & ”
Coumaroyl -86.79 | -88.3605 5 <
aphitolic acid =@ = ™ — .:': &
3 -88.2855 | -85.9986 Y T
4 -86.0648 | -88.7478 ~ A8
93266 | -87.2428 @ O N N &
" %) ¥ .:-
~ @
6 -84.8468 | -88.4604
7 -84.7635 | -88.6802
8 -90.8286 | -88.5672 | e i ——
9 -82.7416 | -83.6603 | v S — P — [
1 -82.8859 | -82.4549 | M crwieuiieomre ] B ot —
D Carbon Fydroge= Basd D o técd :

ALA
A:719 | AR
GA:817|
CYSA:
773 | LEU
A:

775 | LEU
A:

694 | MET
A:

769 | VAL

THR A: 830

B:
888 | LEU
B:

1019 | HIS
B: 1026

HIS B:1026

VAL
B:899 | TYR
B:1082 | ILE
B:888

LEU A:
753 | LEU
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A:768 | LYS
A:704 | VAL
A: 702

3-O-p-Trans-7-
Coumaroyl
aphitolic acid

2

[ woebon iackaganfiandt
W Uorooratie Negsthe fegatie
B Comeerbonal Fythuger Bad

- Cormentioral Hycroen Band

THR A: 830

ALAA:
719 | LEU
A:

694 | LEU
A: 820

LEU B:1035
ALA B:866
LEU B:840

PHE B:1047
VAL B:867

Rutin

-84.1539 | -82.4614
-84.3599 | -82.9554
-88.6126 | -79.2032
-88.5996 | -78.309
-88.7004 | -78.5425
-88.401 -75.172
-84.2853 | -84.0819
-83.5137 | -84.3679
-88.4057 | -77.5611
-84.2864 | -80.0858
-104.489 -78.788
-99.421 -76.6357
-97.9603 | -75.1807

ALA
A:719 | LEU
A:820

ILE B:
1019 | ILE
B: 892 | ILE



B:

888 | LEU
B:

889 | LEU
B:882

ALA B: 881

P & & 8
z - 7
4 98.8269 | -73.4409 3 o AL e ARG A:817
< ¢ NolAa 3 @ B
= s ok &/
o3 W e
ﬁ E L
& & @
5 -97.6836 | -73.3849
6 -100.31 | -76.7891
7 -104.646 | -81.0856 | o g it
8 98.8224 | -76.4757 | M e B i gl
9 -99.7808 | -75.1797 [ swmbopmses =
10 -98.5519 | -80.8015 il i
10 Stigmasterol 1 -95.7533 | -83.6522 ALA
2 -94.6749 | -79.6349 A:719]| CYS
3 -96.0936 | -83.5991 OB o e < A:
g 3 o o b 773 | LEU
: i o "o vl Al
e X - v . | 694|LEU
® ) P w e G |
% e @/ AT 834 |LYS A:
v .@ \ 5 @ 1| VAL
o B G s s . A: 702
= e a2 Sl T
&% !;.0!5
4 206.0782 | -83.6963 | mtsncon [ i =
[ sosriiane o L — [ s

W

-95.5731

-85.3837

-95.7595

-82.4836

B toesieiue

D Cartaon =ych agpen Fond

ILE B: 1025

VAL B:899
VAL B:916
ILE B:888
LEU B:889
CYS B:1045
PHE B:1047
LEU B:1035
CYS B:1024
HIS B: 1026 |
LEU B:1019

[LEUA:820 |
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7 -95.5554 | -82.6402
8 -94.9074 | -83.8036
9 -94.6798 | -84.7883
10 -94.97 -80.9184
11 2a-Formyl- 1 -63.8425 | -65.297 ALA B:
A(Dnorlup-20 | 2 -64.8717 | -65.1465 881|CYS
(29)-en-28- oic | 3 “64.0649 | 65.2696 e M m B:1024 | HI
acid 4 -64.0966 | -65.7025 @ A w - & g ARG A: S B:
& @ s & 817|LEU | 1026|LEU
& Y A: B:
w B 694|LEU | 889|LEU
AN A B:1019 | ILE
AN I 820 | MET | B:888
5 -65.5495 | -65.3963 b & A:
6 -64.6864 | -66.0064 G R 769 | VAL
7 -64.4113 | -66.3795 m E - A: 702
8 -67.5873 | -65.3946 s - ,
9 -66.574 | -65.1002 ] ond e —r
1 -64.7808 | -63.0723 o— -
I:' i ther haan |:| ol
-cW.rt:-d-i,-..—mm-:
12 Kaempferol-3- -96.6792 | -81.0359 ALAA: ILE B:
rutinoside 719| LEU | 888 | LEU
A:820 B: 889 | LYS
-92.0206 | -81.2006 B: 868 |
VAL B:
916 | VAL
B: 914
3 -98.3471 | -81.5223
-101.451 | -81.1558
-90.0179 | -81.6199
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6 -98.9981 | -81.9695 ALA B:
881 | SER
B: 884
7 -94.6642 | -81.9707 HIS B:
1026 | GLU
B:885
8 -96.2757 | -82.0085
9 -95.9779 | -78.5779 =
10 -99.4359 | -71.3232 -
' Tateractions
= :"’"“‘f . W 7o E ;::n::».mm = .\:::smm
= ‘”"’:”"‘*::'M | R [} cobengrozmsord [
[ s ppeind Bl Uroceetis dcczptoc-dicaote [ s
13 29- 1 -62.2838 | -70.191 - CYS A: CYS B:
Hydroxyceanothe | 2 -65.1637 | -70.9446 - 773 | LEU 1024 | LEU
nic acid 3 -65.7841 | -70.518 ‘,0,,“,,, o A: B:
& & @ 820|LEU | 1019 | VAL
& " T A B: 899 | HIS
AU . 694 | VAL | B:
L\ U s | A: 702 1026 | VAL
‘ B: 898 | ILE
& Y A & B:
o [l 892 | LEU
A4 @',' @ Bi|'§“ BG;:S ‘l.g', s B: 889
4 -65.6273 | -71.0135 o
B sl
5 -65.4392 | -70.795 _m B ——
D o cher ke - Comerrannd Fytkosm Hoved - Abtractie Dnage |:| Abef
| ] = B srentoslihdragentont ] st
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6 -61.8453 [ -70.5191 [LYSA: 721 | SER B:884 |
7 -64.5875 | -71.2725
8 -65.6295 | -71.8428
9 -65.0515 | -70.0557
1 -70.9519 | -71.8839
14 Isorhamnetin3- 1 -94.1843 | -67.86 ey
O-[6-P-
coumaroyl]-  — E . A
Dglucopyranosid -89.3218 | -76.6866 .  Em @ ALAA:
e 3 -89.7033 | -67.6864 TG YN ¢ 719 | LEU
92,6322 | -71.202 i e A;
"Y1 @ 820 | LEU
e A
& Jgs @ 694 | VAL
S e A: 702
-92.2492 | -71.7929 ® ®
:l T dar A - =-Caton
B Cosmbonad psngen Bong B drsd=-sictncesd B et D s
[] caron Fytrogen Bond ] B coventocs ydragentoed
-94.169 | -77.4794 | W wesennen B [ coenttasgentms ARG B:
7 -99.4354 | -78.4724 1032 | LYS
-98.8743 | -76.6659 B:
868 | VAL
B: 848
-95.063 | -77.3537
-97.1218 | -76.7542
15 Quercetin 3-O-f3- -90.6375 | -82.1864

D-
glucopyranoside
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2 94.495 | -88.3768
3 97.6928 | -82.8513 PHE B:918
4 -97.2976 | -82.1932 VAL B:916
VAL B:848
ALA B:866
LEU B:1035
CYS B:1045
= PHE B:1047
5 -96.1914 | -87.2556 = ALAlA:
mmf':! Wasls. PiSigms e G 7 1 9 VAL
E Convenanal Hydrogzn Band E ""'";" E :1:;‘1.-,“;—3:—4 ::wm A: 702
6 -91.5309 | -82.5479 (] catenttogensont [E=] cubertiyommnrad 1 Ry
7 -94.5005 | -84.7332
8 -93.7521 | -83.5942
9 -98.8391 | -82.1786
1 -99.3072 | -81.383
16 Quercetin 3-0-a- | 1 -62.5748 | -73.267 CYS A: VAL B:
L- 2 -62.0981 | -71.974 773 | LYS A: | 898 | VAL
rhamnopyranosi | 3 -62.9055 | -73.3643 721 B:899 | LEU
de 4 262.0243 B:889 | ILE
5 -62.8054 HIS B:
1026 | GLU
-73.4887 B: 885
6 -63.8583 | -72.2509
7 -62.3402 | -72.4392
8 -62.4401 | -72.2213
9 -63.7464 | -71.9854
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10

-62.4672

Qs
si0M

ILE
IE  B10zs  wew
LEES B203

e
} s
s U892 5yoa0

LEU B:

889 | ILE B:
888 | VAL

916 | VAL
B:

899 | VAL
B: 898

HIS B:
1026, GLU
B: 885

Vi & - B e u
LA @ o ;
® . I i
il 5 & el
B g e =
-71.8779 B et e [ = 1 Cobontsicgentond
17 Zizyberenalic 1 -61.8626 | -72.4532 T
acid 2 -61.9684 | -73.1799 LYS A:
" Vi e 721|CYs
£ %88 e A: 773 B:
3 -62.9595 | -73.4741 & 4 : foo el
oA T G o
4 -61.841 | -72.3894 ¥ i
5 -62.2234 | -72.8737 - % A
6 -62.3306 | -72.626 s oy @ W
7 -63.9997 | -72.222 g wE e
8 -64.2479 | -72.4952 —
9 -62.6185 | -72.4685 | M — o =
10 -62.4948 | -72.1486 | W s = & ’ ‘
18 Ceanothenic 1 -62.7768 | -70.099 CYS A:
acid 773 | LEU

A:
820 | LEU

129




A:694 | VAL

Tk
2 -61.5657 | -69.9324 o B B & HIS B:
o R . & - 1026 | VAL
< e o ; B:
- o5 s 898 | VAL
s W ' < N B:
o =8 899 | LEU
' o & " B: 889
3 -64.6444 | -70.0756 ®@_ 8 N e
4 -65.5028 | -69.921 -
5 -62.1194 | -70.1319 o
6 -63.1049 | -70.1574 | pmo= e [ e ]
7 65342 | -70.1583 | [ e e - s S =
8 -63.9933 | -70.0934
9 -60.6763 | -69.5346
10 -65.7592 | -69.375
19 Isorhamnetin 3- 1 -76.2502 LEU A:820
O-rutinoside ALAA:719
-103.678 LYS A:721
2 -104.705 | -80.6413
3 -77.9292 LEU B:
882 | ALA
B:
-106.34 881 | LEU
4 -103.509 | -76.227 ARG A:817 | B:
5 73.5739 889 CYS
B:
1045 | VAL
-103.268 B: 899
6 -81.2263 ASP B:
-101.867 1046
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HIS B:

1026 | ILE
B:
888 | LEU

B: 889 | ILE
B:892 |
LEU B:
1019 | ALA
B: 881

7 -75.7752
-103.472
8 -95.4106 | -80.2518
9 -90.2581 | -75.3317
10 -77.3643
. o e ks Ak
E :':;:tna,wsw E ::”"‘ E Z:':": “’”’::M = :::“”
-95.3586 i il = ]
20 Ceanothic acid 1 -64.2546 | -67.9354 n - i
K535 & 2534 11095
g’” Ly E !.IJIOE“
2 -64.548 | -67.7097 e w Sa & e
3 -62.2885 | -69.1971 - o & 3 : MET A:
% ‘ 769 | LEU
Vo o s | Ac
' Sk 694 | LEU
A’?‘!PS A ,r' ‘?;n A:
24 e v | 768 | ALA
o.!;?s_ e ( }J pilbasuoze - A: 719 |
. ¥ VAL A: 702
4 -63.3863 | -68.2668 o 5 R
5 -62.2229 | -68.2457 .
6 -646381 -678106 [ snaertats Bl comventons Hyzrogen Band [:] o e Wasks - Comveraznal Mycropen Bonz
7 -64.072 | 68.0767 | Mo 3w — e sl
8 -62.5907 | -68.2239
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-63.2424 [ -68.0841
-63.7382 | -67.6861
21 Adouetine X -75.7101 | -89.4698 & -
Az 10
4 '.,‘ B.1025 ® -
e N A :f-"'.’ i 5 .1'-.
\“. _‘v“; , 1085 “; \‘-.
-80.8638 | -77.0234 @ R ‘;.” s e | & THR A: 830 | LEU
b e & A B:1019 | ILE
N S e e B:888
3 -70.04 -88.275 o 2 ARG A:817 | HIS B:1026
-71.0035 | -85.7145 ®@“ ALAA:
W Om @ W . ) 719 | LEU
& A
e & 820 | LEU
P T—— [ e v [ e 694 | LEU
= W\vﬁw’»ﬂ'ﬂtﬁcwﬂ:m' [ = ;:::,::::EM [ peaed A:
[ Gxoentrngintord [ e = 334 | VAL
A:702
5 -69.5667 | -85.1106
6 -68.6836 | -82.4631
7 -75.0857 | -84.3491
8 -71.5003 | -84.9554
9 -71.1606 | -81.4203
1 -71.0804 | -83.0354
22 Betulin 1 715164 | -67.5525 ALA
A:719 | LEU
A:
820 | LEU
A:694|CYS
A: 773
-71.7878 | -67.8553
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W

-73.2387

-67.2655

-71.5011

-68.2996

-73.1186

-67.2935

-70.7842

-68.9487

-72.2218

-67.5662

-72.2062

-67.7237

-70.8184

-68.7823

-72.0121

-67.531

ASE
5N A
AR
Gl s
AL LRt
'/
A\
ape |
e\
£
4
4
)
L AEE
o5
@ Adls
Interactions
] o de Wods

B otvorstie Sumd
- Cowwe el Hydhoogen flsad

R
Pt thxhes s
1\‘r

sty
7
0
P

[ Cotenbyopenzund

[ oy

3552
itk
)
DA
SER
B4
Enteractonn
D var der Wask

Bl comontiondd Hydregen Bond

15
B
i
u5E
P LU TS
=y
im0
oy
—g N
P
)
HE 83029
B0z
ILE
{3
pxE o
e
L 8332
& 3593
51020
Ak
] o

LEU A: 768

ALA B:

881 | LEU
B:

889 | LEU
B:

1019 | HIS
B:

1026 | ILE
B:

892 | VAL
B: 898 | ILE
B: 888

23

Betulinic acid

— =[O |0 | [N |Wn

-67.6676

-71.1653

-68.4486

-72.5581

-66.8775

-72.9659

Interacticas

L] oo taks
- Lrfsvrathe B
B MoectveChage

SER.
ABIS

=g
a2

- Cormeshons Hyzrogen to~d

[ mo

IE AP
3108 B13%
05
B3045

Interactions

[ vander s

I Aoctve cravge

- Corventond Hpcopen Bord

ALA
Bzl

LEU A:
775 | ARG
A:

817|CYS
A:773 | VAL
A:702 | ALA
A:

719 | LEU
A:

694 | MET
A: 769

ILE B:
888 | LEU

B:

1019 | HIS

B:

1026 | CYS
B:

1024 | ILE

B:

892 | ALA

B: 881
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4 -66.0482 [ -71.3324 [LysA721 [ ]
5 -65.4721 | -73.8353
6 -68.6616 | -71.1752
7 -68.9017 | -71.8649
8 -66.2626 | -72.7139
9 -64.8378 | -73.2217
10 -64.0679 | -73.2851
24 Platanic acid 1 -55.7656 | -62.7682 .
2 559121 | -60.9436 ¥ e &8 B wo @ w
3 -55.9728 | -61.3251 & . T & o :‘, 3 CYS A: ILE B:
5 N B e @~/ 773 |LEU | 888 | HIS B:
5 G e (& A X A:694 | LEU | 1026 | VAL
{ A, ™ N A: B:
i E _, 775| ARG | 898 | LEU
s o . omom k| ABI7|VAL | B:
e o= A: 1019 | LEU
702 |LEU | B:889
A:
— s 820 | ALA
D vander Woa'x L:l Ay D wan der 'Wask - Cormventona Hydragen bond A: 719
4 -56.8945 | -59.8211 | M — —
5 -56.2509 | -62.8389 o '
6 -56.6517 | -63.3495
7 -57.628 | -62.2835
8 -58.8327 | -63.9969
9 -58.4874 | -63.1373
10 -58.181 | -64.7459
25 Lupeol 1 -68.3782 | -70.4803 DOEUASS0N L EB: |
2 -69.9271 | -70.2604 ALAA: 888 | VAL
3 -69.359 | -71.1807 719|LEU | A:899 |
4 -70.5221 | -69.2313 A: 694 LEU B: 889
VAL A:
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n | MET 898 | ILE B:
S U A:769 | 892 | LEU
= 53 LYS A: B: 1019
& & s ogmooa | 721 VAL | HIS B:
e A N widso A: 1026
5 ~68.2541 | -70.1003 - ey - @ Eg. 0 , 702 | CYS
— ™ 4 ) A: 773
‘ 3 | ARG A:
ol s 817 | LEU
i Py s a0 & b e A: 775
6 -68.7616 | -70.4307 o oy
7 -68.4646 | -69.1893 g
8 -68.6821 | -69.0015
9 -68.7187 | 707679 | == = B ] o
1 -69.6924 | -69.5555 ' i
26 (+)- 1 -84.0953 | -86.2747 a ALAA:
Gallocatechin @ L e 719 | VAL
@ - A: 702 |
= » 3 5 winis LEU A: 820
2 -84.1628 | -86.27 e e (\,.F @ -
3 -83.5686 | -86.3297 iy . e o
4 -83.0882 | -86.2466 v i ;;5 : PHE B:1047
S O L - LEU B:1035
@l L. b ALA B:866
"y N 0
6Ly : {1;]
AT A:dz0
@ gm:::mm B ¢ e
5 -83.7997 | -86.2316 L — =
6 84.4365 | 863052 | Llwee o - — S
7 -83.2543 | -85.9805 | g wemesrin v o o
8 -84.2259 | -86.2099
9 -83.4358 | -85.9173
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10 -83.3826 | -85.6531
27 Corosolic acid 1 -67.9092 | -66.6492 i
2 -67.8021 | -66.5047 -
3 -67.8114 | -63.1136 . & 0.8 ALA B:
> g N L P 881 | HIS B:
4 -64.282 | -69.0099 .- sl i ARG A: 1026 | ILE
i 1:_| T e #: | 817| ALA | B: 888
i aa Yk B T ASE A: 719 | LEU B:
it SN ! 3 S | LEU A: 1019 | LEU
X TE Re. L, W 768 |LEU | B: 892
&> o . & _ A: 694 CYS B:
L i | LEU A: 1024
48 820|CYS
Interactions e A: 773
5 -65.5333 | -60.4023 | g S — e 3 mervs =r ysa:721 ||
6 -66.555 | -64.5637 | e — -
7 -60.8429 | -67.4118
8 -62.6081 | -68.4156
9 -63.6732 | -70.4398
10 -63.977 | -73.7348
28 Maesopsin 1 -85.4452 | -78.5049 LEUA: PHE B:
820 | ALA
2 -85.2406 | -80.5067 A: 719
3 -85.2331 | -80.8398 |LYs A:
721 | LEU
4 -85.4479 | -77.6907
5 -85.3693 | -80.5155 LEU B:

1035|CYS
B:919
| cYs B:
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B:
916 | VAL
B: 848

ALA B:881

6 -85.4493 | -80.6725 - @ Wit <
7 -85.4199 | -78.8763 w8 T ..
8 -85.2116 | -79.6688 Cr 1) @ e )
9 -85.3704 | -78.1647 N g s S
10 -85.2596 | -77.2723 - 2 {’.’i: ® ko @ % @u e =
ém”w N = o i i — fe
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st I"- — /™ .."-_ -
2 -82.94 | -78.808 . it @ N X
3 -90.2937 | -89.6252 g ) E
4 79.6792 | -88.2339 \ @ B i
5 -89.4271 | -89.4431 ¢
6 -91.0269 | -89.3831
7 -78.7192_| -81.3176 .
8 -77.7314 | -85.5314 [ meerwese [ ronen
9 -76.8687 | -83.7469 teractians = f_"'"““““""**;i"""" = "‘:s'“
10 -77.6259 -82.8692 || 'amde"n.ns [ conentonsistichagen band =] L-I’W"NNSE" [ et
- T ——— - Fi-Cation
30 Alphitexolide 1 -65.6741 | -74.7165
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ALAA:
719 | MET
A: 769 |
LEU A:
820 | LEU
A: 694 |
CYS A: 773

CYS B:
1045

ALA B:

881 | ILE B:
888 | VAL
B: 899 |
LEU B: 889

2 -62.7882 | -73.8794 .
3 -65.8147 | -74.2504 =, Py &
.r'_'_FF.-_MI @ w oy ires
4 -64.9095 | -74.4416 N i »
e = §. = . -“‘-Li—\ - o
5 -62.5045 | -73.6452 o
6 -62.8695 | -73.7185
7 -64.9855 | -73.8383
8 -65.3226 | -73.7268 | s — ——
9 -59.9774 | -72.3338 | oo — el — e —
1 -60.1943 | -72.3205 B o isnrd =]
31 Uridine 1 -80.713 | -69.8187 - >
2 -80.2845 | -69.849 . T
3 -81.2921 | -69.8069 ;
Rl
@kl @ R
I i a4 T . 1FU
4 -80.8568 | -69.6303 - A s w6 bes
heTaz T
5 -81.44 | -70.0478 @... -~ > o G
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6 -79.8883 | -70.0753
7 -76.4837 | -69.627
8 -76.8318 | -69.8913

LEU A:
753 | MET
A: 742

PHE B: 918

CYS B:
1045 | LEU
B:

1035 | VAL
916 | VAL
B:

899 | ALA
B: 866
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ILE B:
888 | CYS
B: 1024

-76.7153 | -69.8692
-76.2269 | -69.5925
32 3-O-beta-D- -94.0572 | -80.9045
Galactopyranosy
I-quercetin
&
-93.2175 | -80.2223 ALAA:
719 | LEU
A:
820 | VAL
ga:emet I oforoabie Dovoe o A: 702
3 -94.3898 | -80.5791 | M o
4 94.1567 | -80.0277 | T R e
5 -94.0227 | -79.423
6 -93.9333 | -79.019
7 -94.2703 | -80.7465
8 -94.9645 | -79.6008
9 -93.633 | -79.2735
1 -92.826 | -79.1919
33 - Sitosterol 1 -93.6912 | -84.8849 ALAA:
2 -91.7533 | -81.5029 719 | LYS A:
3 -91.8599 | -81.338 721 | LEU
A:764 | LEU
A: 753
| MET A:
742 | LEU

A: 820

ALA B:866
VAL B: 916
VAL B:848
LYS B:868
PHE B:1047 |
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