LAMPIRAN 1
PREPARASI LIGAN
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Ligan diprotonasi menggunakan software MarvinSketch 19.27
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pH = 7,40
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Ligan hasil protonasi

3 proton.mol - MarvinSketch 19.27 = X
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Ligan hasil konformasi
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LAMPIRAN II

DRUG SCAN

Molecular weight: 492,565
Exact molecular weight: 492,235932739

Formula: C, H_ O,

Dot-disconnected formmla: C__H_ O

Composition: C (63.402), H (7.372), O (29.23%)
Atom count: 71

Mass spectrum [m/=: relatiwve abundance] :

492: 1.00 4%3: 0.29 494: 0.06 495: 0.01

Egb88dedy

o3

Hasil berat molekul senyawa Favipiravir

Q logP o

Hasil logP senyawa Favipiravir
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LAMPIRAN III

PREPARASI RESEPTOR

RCSB PDB  Deposil Search ~ Visualize ~ Analyze ~ Download » Leam - More ~

; Display Files =
.{ Biological Assembly 1 €@ } i Display Files
) é

1CET

CHLOROQUINE BINDS IN THE COFACTOR BINDING SITE OF PLASMODIUM
FALCIPARUM LACTATE DEHYDROGENASE.

DOI: 10.2210/pdb1CET/pdb
Classification: OXIDOREDUCTASE
Organism(s): Plasmodium faiciparum

Expression System: Escherichia coll
Mutation(s): No @

Deposited: 1999-03-10 Released: 1999-03-19
Deposition Author(s): Read, J.A., Wilkinson, K.W., Tranter, R., Sessions, R.B., Brady, R.L

Experimental Data Snapshot wwPDB Validation @ & 3D Report || Full Report

Method: X-RAY DIFFRACTION Metric Percentile Ranks Value

Resolution: 2.05 A Ciashscore M ] | —

R-Value Free: 0.193 Ramachandran outiiers ME— S 0.3%

R-Value Work: 0.154 Sidechain outiiers M= ] S 3.1%

RSRZ outliers EE— [] S 3%

Global Symmetry: Dihedral - D2 ] (3D View) :::.,,,,,.,.,:,m,u-.,.,“,um.(, o
Global Stoichiometry: Homo 4-mer - A4 ] [ ersentsie rulative 0 X.ay ssructures af simbar nesdiubon

Pengunduhan reseptor 1CET melalui website https://www.rcsb.org/

pdblcet
[ — 3 PROCHECK statistics

‘ « 1. Ramachandran Plot statistics

No. of
residues %—tage
£ Ex Most faveoured regions [A, B, L] 444 91.2%
kS Rdditional allowed regions [a,b,1,pl] 38 7.8%
§ Generously allowed regions [~a,~b,~1,~p]l 3 0.6%
= Disallowed regions [xx] 2 0.4%%
. Non-glycine and non-proline residues a87 100.0%

End-residues (excl. Gly and Fro) 1z

|

Glycine residues EE

L I “ Proline residues 26

a .« m S

L Total number of residues s60

Phi (degrees)

Ramachandran Plot kode reseptor ICET
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LAMPIRAN 1V

VALIDASI DOCKING

& EADOCKING\DOCKING RESEPTORSZMI (30a.dlg - Notepad=+
File Edit Search View Encoding language Settings Tools Macro Run Pluging Window 7
s ErhalidmEuoc|ah| axEBER 1 EE@EA=
essiorin O mol (1] B Csesaipinin P mol 1] B Horcasseipiin WDmol (3 = dig B3
T 1 T 1 T 1
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Energy | RMSD | RMSD | Pattern
| 1 | 1 | 1
B 1 E -7.25 2. RANKING
1 2z 20 -7.20 g 2%
p 3 4 -7.13 p 23
X 4 7 -7.11 1.
P 5 16 -7.08 2.
1 3 2 -7.07 b 2%
b T 19 -7.07 p 23
X g 3 -6.89 1.
2 s & 23 -7.04 p 32
3 X 29 -7.02 g 2>
3 2 25 -7.01 € &
3 3 10 -7.00 1.
3 4 24 -6.89 g 29
3 5 Bt -6.86 p 43
3 8 22 -6.86 1.
e | T 14 -6.84 6 2%
3 8 17 -6.69 8 &4
3 9 -3 —-6.42 p &
3 10 21 -6.33 1.
4 = & i ¢ -6.87 4.
4 2 26 -5.87 3.
5 1 -6.73 2
5 2z -6.56 2.
5 3 30 -6.30 2z,
6 g & 8 -6.38 3.
€ 2 28 -6.22 3.
6 3 18 -5.87 k0
7 x: 2 =635 ko
Normal text file length: 495.340 lines:7.326 Ln:6749

Perolehan nilai binding affinity dan RMSD (Root Mean Square Deviation)
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LAMPIRAN V

DOCKING LIGAN UJI DAN VISUALISASI

F6 Grid Options

File Center View
Current Total Grid Pts per map: 64000

number of points in x-dimension:

Help

number of points in y-dimension:

[T 40 T
number of points in z-dimension:
Spacing (angstrom): MITT 0378 [TT0
Center Grid Box: <offset>
ycorter: [71635 T

z center: |28 813

Compute  Hydrogen Bonds  Grid3D  Help

ol e

et ol

=
B

Run

Analyze

=y .1

74 Grid Options

File Center View Help

Current Total Grid Pts per map: 64000

number of points in x-dimension:

[ITIT40 III]]]]I

number of points in y-dimension:

I[[]|]40 |||]]]]|

number of points in z-dimension:

[[ITIT40 III]]]]I
MIT1 0-375 (17 |

<offset>
|]III|IIII||I]]]]|

AR

Spacing (angstrom):
Center Grid Box:

x center: ’m

y center: ’W

Z center: ’m

Pengaturan grid box untuk proses docking
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& Command Prompt - X

reserved.

yridine

Proses docking senyawa Favipiravir melalui command prompt

[& E\senyawa\a.dlg - Notepad++ - X
File Edit Search View Encoding Language Settings Tools Macro Run Plugins Window 7 X
Py 5 s & il xxBE= IERE® @
Eada 3 |
~
] ] 1 ] ] 1
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Energy | RMSD | RMSD | Pattern
I I 1 I ] 1
1 1 3 |—3.”.’L 0.00 33.21 RANKING
1 2 24 -9.40 1.16e 33.04 RANKING
1 3 11 1.93 31.83 RANKING
1 4 9 1.98 31.88 RANKING
1 5 30 1.0 31.88 RANKING
1 6 16 1.52 33.84 RANKING
1 7 20 1.74 32.37 RANKING
2 1 26 0.00 32.43 RANKING
2 2 14 1.06 32.54 RANKING
2 3 15 0.82 32.18 RANKING
2 4 [ 0.81 32.8 RANKING
2 5 23 1.89 30.96 RANKING
3 1 22 0.00 32.36 RANKING
3 2 13 1.09 31.66 RANKING
3 3 17 0.68 31.98 RANKING
3 4 21 1.82 31.73 RANKING
3 5 29 1.68 31.84 RANKING
3 3] T 1.65 31.03 RANKING
4 1 4 0.00 32.03 RANKING
4 2 10 1.38 31.20 RANKING
5 1 1 0.00 29.61 RANKING
5 2 8 1.18 29.96 RANKING
(3 1 2 0.00 30.02 RANKING
& 2 28 1.04 29.93 RANKING
(3 3 27 1.93 29.92 RANKING
3 4 18 1.42 29.53 RANKING
7 1 5 0.00 29.32 RANKING
8 1 19 0.00 30.79 RANKING
9 1 25 0.00 29.94 RANKING
10 1 12 0.00 29.95 RANKING v
>
Normal text fil length : 538.657 lines : n:7.054 Col:26 Sel:0|0 UTF-8 INS

Perolehan nilai binding affinity hasil docking senyawa Favipiravir
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Tabel Hasil Visualisasi Kode Reseptor ICET dengan Senyawa Uji

dalam Bentuk 3D
NO NAMA SENYAWA GAMBAR SENYAWA 3D
1 Oseltamivir /
2 Ritonavir
3 Remdesivir
4 Ribavirin
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Favipiravir

Chloroquine

Hydroxychloroquine I

Lopinavir

Umifenovir
hydrochloride
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Tabel Hasil Visualisasi Kode Reseptor 4UDC dengan Senyawa Uji

dalam Bentuk 3D
NO NAMA SENYAWA GAMBAR SENYAWA 3D
1 Oseltamivir
2 Ritonavir
3 Remdesivir
4 Ribavirin
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Favipiravir

Chloroquine

Hydroxychloroquine

Lopinavir

Umifenovir
hydrochloride
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