Ligand PDB

2018F2823H T4 03:21

Download statin pdb from LigExpo

D Chains Name / Formula / InChl Key 2D Diagram & Interactions 3D Interactions
MG AB MAGNESIUM ION
Query on MG Mg

JLVWSXFLEKOJUNIY-UHFFFAOYSA-N Mg2 +

Download SDF File ®
Download CCD File @

803 A B LOVASTATIN m
Query on 803 MK-803; LOVALIF; MEVACOR Ca
Czq Hag Os ~ £
Download SDF Fils ® PCZOHLXUXFIOCF-BXMDZJIMSA-N

Download GCOD File @

D Binding Affinity (Sequence Identity g}
803 Kd: 12800 nM (89)
803 1CE0: 2400 nM

RCSB PDB am ~ More ~

Advanced Search | Brows= by Annotations

G S PDE @oret pilheuue (g rotee

803

LOVASTATIN

B03 as a free ligand exists in 1 antry. Examples
include: 1CQP

Find related ligands

Chemical Structure Se

mers Similar igands

View summary at Ligand Expo

Fotate | Hydrogens | Labels

Chemical Component Summary Chemical Details
Name LOVASTATIN Formal Charge 0
Identitiers [(1S,3R, 75,85, 8aR)-8-[2-[(2R, 4R)-4-hydroxy-8-oxo-oxan-2-ylJethyl]-3,7-dimethyl-1,2,3,7,8,8a- Atom Count 85

h hydi hthalen-1-yl -2-methyl t
exahydronaphthalen-1-yl] (2S)-2-methylbutanoate Chiral Atom Count 8

Formula  Cuy Hag Os

Chiral Atoms C1,C12,C14,C186, C3, C7,
Molecular 404.54 C8, C9
Weight Bond Count 87
Type NON-POLYMER Aromatic Bond 0
Isomeric  CC[C@H](C)C(=0)O[C@H]1C[C@@H](C)C=C2C=C[C@H)(C)[C@H)(CC[CR@HI3CICR@H) count
SMILES (0)CC(=0)03)[C@@H]12 Leaving Atoms n/a

InChi InChl=15/C24H3605
fc1-5-15(3)24(27)29-21-11-14(2)10-17-7-6-16(4)20(23(17)21)9-8-19-12-18(25) 13-22(26)28-19

ME TIN 44 4041021 22 IELEQ O 14 472 1 ALANAA 41E 48 40, 16. 90 94 22 JmAlnd
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PROTEIN DATA BANK
RCSB POB | Contact Us B

Home Search Browse Download

Chemical Details | | Geometry | | Atom Nomenclature | | Downloads | | Related Resources

Ligand Expo Help

PDB Chemical Component 803

Download Coordinate Files and Chemical Diagrams

Component definition in mmCIF format

Component definition in POBML/AXML format

SDF/MOL format (experimental model coordinates)
SDF/MOL format (ideal coordinates)

PDE format (experimental model coordinates)

Chemical diagram without atom labels

Chemical diagram with format V3 atom labels (heawy atoms)
Chemical diagram with format V3 atom labels (all atoms)
Chemical diagram with format V2 atom labels (heawy atoms)
Chemical diagram with format V2 atom labels (all atoms)
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Gaussian Calculation
2018 2H23H T4 03:21

Prepare Gaussian input file
Input file: 803 _model.pdb
Scripts: convert_pdb_2gaussian

S ./convert_pdb_2_ gaussian_input 803_model.pdb
Extract atom type and coordinates from the pdb

The input file will look as following:

Chk=LVA.1.g03.chk
%Mem=48000000
%nproc=4

#N hf/6-31g* iop(6/33=2) pop=mk scf=direct scfcon=6 opt

LVA.1.g03

01

c-1 52.497 19.025 23.052
co 52.393 17.482 22.971
c1 52.359 16.834 24.377
2 53.777 16.458 24.857
3 51.698 17.697 25.428
ca 51.206 18.918 25.189
C5 50.582 19.686 26.274

Launch Gaussian

S source /opt/setup_Gaussian03.sh
$ g03 < LVA.1.g03.in > LVA.1.g03.0ut &

The tail of the output file will show as following:

Job cpu time: 0 days 13 hours 34 minutes 57.6 seconds.
File lengths (MBytes): RWF= 172Int= O0D2E= O0Chk= 25Scr= 1
Normal termination of Gaussian 03 at Fri Feb 23 19:01:07 2018.
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This shows the calculation is done successfully.
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Gaussian to Amber
20188 2H23H T4 03:22

Convert Gaussian output to Amber
$ gaussian2LEaP LVA

The output files are:
frcmod.LVA
LVA.lib

Compare the atom name from LEaP and original compound pdb

Open xleap and source the new library just built.
S xleap

> source MOL_leap.in

> edit MOL

& App - Places ~ [P universe Editor
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XLEaP: Unit editor: MOL o x

Unit Edit Display

Manipulation
Select . Twist . Move . Erase . Draw

—

Elements
) H 0 N s | P | ®other elements

Unselect NumLock.
Zoom-in by clicking righ-bottom on the mouse with [shift] bottom on the keybroad

XLEaP: Unit edit oL a o x

Unit Edit Display |

Hanipulation
Select - Twist - Move - Erase - Draw

Elaments
€] 5| o] n| s | P | #other clements

|'j.

Show atom names by selecting "Display -> Name"
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XLEaP: Unit editor: MOL - o x

t Unit Edit Display| |
| Manipulati = Mames -
" Select " o Perturbed names. Dhraw

1 Elements v Types
1 =N Perturbed BYPES | . | 4 ther elements
1 ~——— « Charges —

- Residue names
o PAxes
- Periodic box

Compare those name with the atom name in the download pdb. The atom names have been
renamed by LEaP. You need to change these atom name back according to the atom name in PDB.

Select all atoms and go to "Edit -> Selected atoms"
Unit_Edit| Display i
Mani; Relax selection
“Sel Edit selected atoms crase - Draw |

1 FIIP chirality _
Select Rings

L e ﬂ ﬂ #other elements
Select Molecules
Show everything
Hide selection
Show selection only
Mark selection unbuilt
Mark selection built

A new window will pop out.
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XLEaP: Edit selected atoms: MOL - o x

The calculated partial charges and names are shown there.
Edit the atom name and make these name consistent with the name in 803_model.pdb.

After finishing editing, click "save and quit".

XLEaP: Edit selected atoms: MOL = o x

Quantum Checmial Calculation Page 8



Close "unit"

XLEaP: Unit editor: MOL = o x

Un#l Edit Display
Check unit
Calculate net charge Hove - Erase - Draw
Build
w N 5 P #other elements
[nor U S —

Close

j_

Back to the main terminal of xLEaP and updated name to MOL.lib.
> saveoff MOL MOL.lib
> quit

MOL.lib and frcmod.MOL are ready for LEaP input.
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