
Hasil skor docking molekuler 10 konformasi Ligan terhadap Enzim siklooksigenase-2.
	Rata-rata
	-76.37
	-76.86
	-79,79
	76.60
	-76.42
	-75.05
	-75.74
	-73.06
	-68.94
	-63.30
	-75.12
	-63.68
	-63.08
	-67.70

	Konformasi
	10
	-75.23
	-77.75
	-80.18
	-71.92
	-77.83
	-76.71
	-75.32
	-68.96
	-65.58
	-62.62
	-63.75
	-64.06
	-61.14
	-59.19

	
	9
	-75.28
	-78.05
	-79.99
	-73.59
	-75.99
	-74.46
	-75.32
	-69.58
	-66.18
	-67.20
	-75.32
	-64.34
	-61.91
	-60.81

	
	8
	-76.04
	-77.86
	-80.61
	-79.21
	-76.25
	-72.92
	-75.46
	-75.92
	-73.02
	-65.32
	-75.72
	-62.89
	61.48
	-70.53

	
	7
	-74.78
	-70.77
	-79.90
	-79.50
	-76.38
	-75.46
	-75.19
	-76.03
	-70.18
	-64.41
	-76.63
	-52.96
	-62.98
	-69.98

	
	6
	-78.47
	-77.90
	-80.55
	-79.64
	-76.40
	-75.52
	-75.77
	-74.52
	-71.05
	-62.10
	-76.51
	-65.53
	-62.79
	-70.89

	
	5
	-77.33
	-77.50
	-79.14
	-79.62
	-76.31
	-75.89
	-75.98
	-74.21
	-69.84
	-62.11
	-77.67

	-66.25
	-63.86
	-70.20

	
	4
	-75.64
	-77.15
	-79.15
	-73.23
	-76.22
	-74.74
	-76.30
	-73.77
	-68.22
	-62.00
	-75.99
	-64.90
	-64.52
	-68.72

	
	3
	-75.86
	-77.20
	-79.15
	-73.12
	-76.40
	-76.11
	-75.84
	-72.68
	-67.74
	-62.55
	-76.90
	-65.67
	-63.26
	-68.93

	
	2
	-77.85
	-77.26
	-79.78
	-73.01
	-76.22
	-74.76
	-76.33
	-72.06
	-68.62
	-62.57
	-75.80
	-65.41
	-64.72
	-67.87

	
	1
	-77.22
	-77.17
	-79.47
	-73.17
	-76.24
	-73.93
	-75.93
	-72.95
	-69.00
	-62.19
	-76.92
	-64.83
	-64.19
	-68.93

	Ligan
	Native ligan (IMN)
	Ibuprofen 
	Pilloin
	Cirsimaritin
	Trimethylapigenin
	Tetramethylluteolin
	Ladanein
	Eupatoin
	Salvigenin
	6-hidroksi-5,7,3’,’4-Tetrametoksiflavone
	3’,5,6,7-Tetramethoxy-4’-hydroxy-8-C-prenylflavon
	tettramethylacutellarein
	Sinensetin 
	6-hidroksi-5,7,3-Trimetoksiflavon



Hasil Pencarian Binding Site[image: ]











[bookmark: _GoBack]Nilai RMSD Hasil Validasi metode Docking Molekuler
[image: ][image: ]



image1.png
Wi d9-0ills skripsi(1)(2) - Microsoft Word (Product Activation Failed)

bome [ et | Pogelout Reteences  Molings e Vi -0
SN2 D HREP® H

B C:\Users\ASUS\Documents\siklooksigenase

irsimaritin>plant: bind ref_lig

PLANTS
in-Ligand ANT
1.1

oliver K
ntribu

b@uni -

PLANTS: PLANTS --m

12 uritten.

ument g irsimaritin>plants -

N Lamiran. 2 Proses pemehitungan skor docking molekuler
Page: 700174 | Words: 14380 | B _English (US) |

Hp Type here to search g & = |




image2.png
W% VASARA Scene Ci\Users\ASUS\Documents\Siklogenase\Validasi 4COX\RMSD (6).sce - X
File Edit Analyze View Effects Options Window Hep @ @ 0 @ O & @ ® ©
ATOM PROPERTIES SCENE CONTENT
Number : 0bj Name Vis|Act| Atom
Name:
Element: 1fret ligand |Yes|ves 1
Occupancy: % BFactor:
Residue:
Object: 2[CYCLOOXYGENA| Yes | Yes 26
Position: X = 000000.00000 %
00000000000
000000 00000 R No |No | ------
Bonds :
i afeee No [No |-
Length
2) Type
Lihath Spo e No [No |-
3) Type
Length
4) Type | o' Bf e No [No |-
Length -
Marked Dis tanc, 2 f] T No |No [------
Marked Angle o
Marked Dihedra’ °
[ [
Of oo No [No |-
10l No [No |-

"UNK A L' and 'IMN A 701"
RHSD be 1 and 25 'CL ¢
RHSD be "UNK A 1' and "IN A 701

©.0000 A RMSD

L Type here to search (WY e

08/12/2022




