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Struktur senyawa uji 2D dan 3D

Nama Ligan

Struktur 2D

Struktur 3D

LU1
Docosahexaenoic

acid

LU2
Eicosapentaenoic

acid

LU3
Arachidonic
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LU6
Elaidic
Acid

LU7
Eicosatrienoic

acid

LUS
Erucic

acid

LU9
Gamma linoleic

acid

LU10
Hexadecatrienoic

acid

LU11
Oleic
acid
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LU12 o
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acid

LU13
Cis10

Heptadecenoic

acid

LU14
Palmitoleic
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Lampiran 2 Prosedur penambatan molekul

1. Add hydrogen bond polar only
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3. Set point & coordinate gridbox

74 Grid Options X

Compute  Hydrogen Bonds  Grid3D  Help

o il

File Center View  Help
Current Total Grid Pts per map: 147231 ‘ F‘ 6‘
number of points in x-dimension:

=
o=

Run  Analyze
ITTT7S6°7TT
number of points in y-dimension: -
[[T17T62 11

number of points in z-dimension:

ITTTT40 HH]III
Spacing (angstrom): I 9375710

Center Grid Box: <offset>

x center |175 61 [ |0.000:\ T
y center: |172.396 [[[T 0-0007] H]"l

z center: |199.04 [T 0-0007T]l
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4. Set parameter docking
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5. Run autogrid & autodock

74 Run AutoDock x
Macro Name: DESKTOP-320GBI0 macros
Host Name: DESKTOP-320GBI0
‘Working Directory: C:\Users\Yayan PratamaiDot ahan Proposal cn8-GA10 Browse

‘C /Users/Yayan Pratama/Documents/Bahan Proposal tea/Validasi-Tcn8-GA10/ Browse

Pragram Pathname-

‘C.ﬂUSErsi’Yayan Pratama/Documents/Bahan Proposal tea/Validasi-7cng-GA10/ Browse

Parameter Filename:

Log Filename: [c:tUsersitayan Pratama/Documents/Bahan Proposal tea/Validasi-7cn8-GA10/ Browse

Add Optional Flags? © Yes & No

Nice Level: 20

Cmd :|ayan Pratama/Documents/Bahan Proposal tea/Validasi-7cng-GA10/autodockd.exe -p dock.dpf -| Hock.dlg &
Cancel

Launch

Spin off_— | F
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Lampiran 3 Prosedur dan script MD

1. Memperbaiki struktur protein

$ grep ATOM protein.pdb* > protein_rec.pdb*
$ pdb4amber -i protein_rec.pdb --reduce -0 protein_amber.pdb
$ tleap

$ source leaprc.protein.ff14SB

$ x = loadpdb protein_amber.pdb

$ savepdb x protein_fix.pdb

$ quit

*nama file protein

2. Ligand Parameterization

$ antechamber -i ligan.pdb* -fi pdb -o lig.mol2** -fo mol2 -c bcc -s 2
$ parmchk2 -i lig.mol2** -f mol2 -0 lig.frcmod
$ tleap

$ source leaprc.protein.ff14SB

$ source leaprc.gaff2

$ LIG = loadmol2 lig.mol2**

$ loadamberparams lig.frcmod

$ check LIG

$ saveoff LIG LIG.lib

$ saveamberparm LIG LIG.prmtop LIG.inpcrd
$ quit

*nama file ligan

**tiga huruf ligan
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3. Upload protein & ligan
$ tleap

$ source leaprc.protein.ff14SB

$ source leaprc.gaff2

$ loadoff LIG.lib

$ loadamberparams lig.frcmod

$ LIG = loadmol2 lig.mol2

$ PRO = loadpdb protein_fix.pdb

$ complex = combine {PRO LIG}

$ check complex

$ saveamberparm complex complex.prmtop complex.inpcrd
$ savepdb complex complex.pdb

4. Menyiapkan simulasi dinamika molekul

$ charge complex

$ source leaprc.water.tip3p

$ addions complex Na+ 0 (atau addions complex Cl- 0)

$ charge complex

$ solvatebox complex TIP3PBOX 10.0

$ check complex

$ saveamberparm complex solvated.prmtop solvated.inpcrd
$ savepdb complex solvated.pdb

$ quit

4. Minimization

$ sander -O -i minl.in -0 minl.out -p solvated.prmtop -c solvated.inpcrd -x minl.crd -r

minZl.rst -ref solvated.inpcrd
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$ sander -O -i min2.in -0 min2.out -p solvated.prmtop -c minl.rst -x min2.crd -r min2.rst -ref
minl.rst

$ sander -O -i min3.in -0 min3.out -p solvated.prmtop -c min2.rst -x min3.crd -r min3.rst

5. Heating

$ pmemd.cuda -O -i heatl.in -0 heatl.out -p solvated.prmtop -c min3.rst -x heatl.crd -r
heatl.rst -ref min3.rst

$ pmemd.cuda -O -i heat2.in -0 heat2.out -p solvated.prmtop -c heatl.rst -x heat2.crd -r
heat2.rst -ref heatl.rst

$ pmemd.cuda -O -i heat3.in -0 heat3.out -p solvated.prmtop -c heat2.rst -x heat3.crd -r
heat3.rst -ref heat2.rst

6. Equilibration

$ mpiexec -n 4 pmemd.MPI -O -i egl.in -0 eql.out -p solvated.prmtop -c heat3.rst -x eql.crd
-r eql.rst -ref heat3.rst

$ pmemd.cuda -O -i eg2.in -0 eq2.out -p solvated.prmtop -c eql.rst -x eg2.crd -r eq2.rst -ref
eql.rst

$ pmemd.cuda -O -i eg3.in -0 eq3.out -p solvated.prmtop -c eq2.rst -x eq3.crd -r eq3.rst

$ mkdir analysis

$ cd analysis

$ process_mdout.perl ../heatl.out ../heat2.out ../heat3.out ../eql.out ../eq2.out ../eq3.out

$ xmgrace summary.ETOT summary.EPTOT summary.EKTOT

7. PRODUCTION

$ pmemd.cuda -O -i prodLl.in -0 prodl1.out -p solvated.prmtop -c eq3.rst -x prodl.crd -r
prodl.rst

8. TRAJECTORY ANALYSIS

$ cpptraj solvated.prmtop strip.in
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$ cpptraj complex.prmtop rmsd.in

$ cpptraj complex.prmtop rmsf.in

$ xmgrace rms_pro.txt rms_lig.txt

$ xmgrace rmsf.out

9. MMGBSA

$ ante-MMPBSA .py -p solvated.prmtop -c complex2.prmtop -s '1:1-1125' -r PRO.prmtop -m
:1-1125 -l LIG.prmtop*

$ MMPBSA.py -O -i MM/GBSA.in -sp solvated.prmtop -cp complex.prmtop -rp PRO.prmtop
_|p

LIG.prmtop* -y prodl.crd
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Yang bertanda tangan di bawah ini,
Nama : Yayan Pratama
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adalah mahasiswa Fakultas Farmasi, Universitas Bhakti Kencana, menyatakan dengan
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