Quicker, Better, Sketcher

Akos Papp

ChemAXxon

Solutions for Cheminformatics



Content

 Tips and tricks for quick drawing
— Sketching a molecule
— Autorecognition during paste
— Sketching a query

 Latest features you might not be aware

« Top features coming in version 5.4




Fast ways for entering a drug




Sketching a Molecule
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Sketching of a Query
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Copy Special dialog

Copy selection in the following format: Copy selection in the following format:
Marvin Object (OLE) Name =
Marvin Document (MRV) InChl
ChemDraw file (CDX) InChlKey
MDL MOLfile i Molecule Source (Plain Text)
MDL RXNfile | | ® WM | --------
Daylight SMILES EMF Image
ChemAxon SMILES (CXSMILES) JPG Image
Name = PNG Image
OK Cancel OK Cancel




Converting Images to Structure using OSRA
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The New Template Library
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Templates

Template Set Properties:

Name:

Location:

i| Toolbar Settings:

|My Templates

|ﬁIe:C:\Users\apapp\chemaxon\marvin.mytemplates |

vl Display on Toolbar




Direct search in ChemSpider and PubChem
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Display Summary

Related Structures, BioAssays, BioSyste
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indole; 1H-Indole; Ketole ... N | J Group
IUPAC: 1H-indole E.] i A N Reaction
MW: 117.147880 g/mol | MF: CgH7N (8l : Mapping
Tested in BioAssays: All: 16, Active: 0; BioAct @ " Attribute g
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Structure checker in MarvinSketch GUI

Preferences [5__<|

rDispIay |/Eh:|nds |/Stru|:ture rCheckﬂrs rSave,l'Lu:uad rOLEServer |

@ Bond Length Checker -
Checks the length of bonds

Q Crossed Double-Bond Checker

Detects any crossed double-bonds

Q Query Atom Checker ]

Checks query atoms
@ Explicit Hydrogen Checker

Checks for various explicit bydrogens @ Radical Checker
[JLlonely [ ] Charged [ ] Mapped Detects any radicals
Isokopic Radical v WWedged
O pic [ v d — Q Sgroup Checker
-
Detects any sgroups
| Help | | Restore Defaults | | O | | Cancel |

@ Unmapped Reaction Checker

Checks for any unmapped reactions

Q ¥Yalence Checker

Checks valence

Q Wiggly Double-Bond Checker




Plans for 5.4

* Improvements towards presentation gquality
drawings
— Projected structures (ellipses in aromatic rings)
— Enhanced double bond drawing

» Easier sketching
— Markush toolbar
— Enhanced 3D rotation features
— Object/structure grouping, align and distribute tools

* Functionality improvements
— Atomic property editor

— Chemical terms in MarvinSketch GUI
 Defining property calculations using chemical terms editor
 Displaying dynamically calculated properties on the canvas




Ellipses in aromatic rings




Enhanced double bond drawing
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