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Outline

* Live demonstration
— New features in 5.2.x versions
— Features planned in 5.3
— Future features
— Tips and tricks for faster sketching




Main new features in 5.2.x

« Transparent structure painting
— Transparent background images (EMF, SVG, PNG)
— Transparent OLE object

* MView spreadsheet view speedup
« Marvin initialization speedup in applet version
« Charges can be displayed on brackets

* OLE object improvements
— Image properties (colors, implicit H, etc.)
— Speed (memory resident OLE server)

* Periodic system coloring schemes

_+» Reaxys Generics atoms and groups




Transparent drawing and images
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Charges on brackets

] ChargeOnBracket.mry - MarvinSkeich 5.2.1
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MarvinView spreadsheet view speedup
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OLE object improvements




Periodic system coloring schemes

Periodic System
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Reaxys Generics

@~ MarvinSketch 5.2.1
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5. Reaxys Generics

Atom Generics

L& [an] [o |l on] [ m][mm] [ x|[o]

Group Generics
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Acyclic Cycdlic
ACY | | ACH CYC | | CYH
Carbacgydlic Hetero agydlic Carbogydlic Heterogyclic

Alkyl: @ @
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Features planned in 5.3

« MarvinSketch initialization speedup

— Two (with java 1.6ul0+ five) times faster loading is
expected in version 5.3 vs. 5.2.0

« MarvinSketch.Net and MarvinView.Net
* Sprout drawing

* Brackets as graphical objects
— Bracket tool: creating groups by framing them
— Automatic bracket coordinates, but can be moved
— Data can be attached to the bracket

 Ellipses/circle, rounded rectangle/square

- = * SKC file import and export, CDX file export




MarvinSketch applet initialization speedup

Total size of files for initialization (kB)
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MarvinSketch.Net and MarvinView.Net

&7 MarvinSketch 5.2.4 Snapshot for .MET
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Sprout Drawing

BX MarvinSketch 5.3.0
File Edit Wiew Insert Atom Bond Structure Tools Help
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Brackets as graphical objects

File Edit View [nsert Atom Bond Structure Tools

Help
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Ellipse/circle, rounded rectangle/square
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SKC import/export, CDX export

¥ A1l Bonds.ske - MarvinSketch 5.3.0
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Features planned in 5.3

09 156"

Structure checker component in MarvinSketch
GUI

Chemical terms editor in GUI

Template handling redesign
— Load templates from specified directories

Projected drawing
— Bold bonds, ellipses in aromatic rings
— Turning structures into projection

Multirecord file (SDFile) import to the same
canvas

Spreadsheet view mode for MView applet




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
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Future features

Marvin Lite (Modular system)

— Four (with java 1.6ul0+ ten) times faster loading
IS expected in version 5.3 vs. 5.2.0

Enhanced handling of group attachment
points
— Leaving group definition

Multistep reaction support

— Real arrows with automatic assignment of
reactants

MarvinView GUI redesign




Tips and tricks

Menus and Toolbars
— Customization
— Configurations
— Popup menus

* Preferences
* Drag and drop to MyTemplates

« Keyboard Usage
— Shortcuts

— Abbreviated groups
— Markush drawing
— SHIFT button
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Thank you for your attention!




Find out more

* Product descriptions & links
www.chemaxon.com/products.html

e Forum
www.chemaxon.com/forum

* Presentations and posters
www.chemaxon.com/conf
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www.chemaxon.com/download.html

OO0 0w

ipoonRnED@®

09 15167

Meetingium
32°47.367' -117°15.15¢"

ChemAxon



http://www.chemaxon.com/products.html
http://www.chemaxon.com/forum
http://www.chemaxon.com/conf
http://www.chemaxon.com/download.html

