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Video/Handout: Drawing structures with ChemSketch for NIST26

Learn the Principles. Understand the Data.
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Overview of Video/Associated Handout

» Using ACD to create or modify structures

» Sent to NIST26 Search software via Windows clipboard

» Sent to MS Interpreter via Windows Clipboard

» Basic ACD ChemSketch Training via YouTubes by Others

» ChemSketch Free for noncommercial and educational purposes

» FREE Mass Spec Calculator Professional for commercial users, see Resources



ChatGPT Figure/My Prompts: ACD ChemSketch Interaction with NIST26
Using ACD/ChemSketch and NIST26 Together via the Windows Clipboard

Draw, Search, and Share Structures Seamlessly — No Import or Export Files Required!

1. Draw or Edit Structures in ACD/ChemSketch

[@ ACD/ChemSketch (Freeware) - [C:NIST26-EI-DEMO\MSSEARCH\nistms1.mol| = D X

@ File Edit Pages Tools Temp Options D ts Add-Ons ACD/Labs Help
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* Draw unknowns or proposed structures * Prepare structures for searching

Copy from ACD
Ctrl+C
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Paste into NIST26

2. Paste into NIST26 for Searching and Analysis

NIST26 - Structure Editor
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* Perform Exact, Similarity, or Substructure searches

« Edit and refine structures easily * Generate publication-quality images Ctrl+V »' Access specira; compolinds; and fibrary information
3. Copy Structures from NIST26 to Other Applications
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Typical Workflow

o Draw / Edit

o Copy (Ctrl+C) e Paste (Ctrl+V) o Search / Analyze

e View Results,

Structure in to Windows into NIST26 (Exact, Similarity, Spectra, and
ACD/ChemSketch Clipboard Substructure; Information
* P » Structure ) *
Window
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Use copied structures in drawing software, reports, presentations, and publications.
Perfect for figures, documentation, and communication!

Copy Structure Paste (Ctrl+V)

Back (Ctrl+C) into ACD,

from NIST26 ' PowerPoint,
Word, etc.
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* View fragmentation and related data
* Use with MS Interpreter

Y Why This is Valuable

Eliminates re-drawing structures
Saves time and reduces errors
Maintains chemical accuracy
Enables smooth workflow
between programs
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Creates publication-quality
figures easily

+/ Works across Windows
applications

Y Tips

* Use standard Windows shortcuts:
Ctrl + C (Copy) and Ctrl + V (Paste)

* The clipboard retains the structure
image for easy transfer

* Works with most Windows-based

chemical drawing programs

Ideal for teaching, reports,

and presentations




Ways to Transfer Files from MS Search to ACD ChemSketch

-Can send a structure to ChemSketch as your default structure editor
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-Or copy to clipboard and paste into ChemSketch
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Bug in Pasting Structure from NIST to ChemSketch

-The oxidation state is transferred from NIST MS Search to ChemSketch
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-Just circle the structure and change the style to normal
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Sending Structure from ChemSketch to NIST Search Program

-Circle structure of interest and copy to clipboard
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-Then insert clipboard structure with right click to get menu option
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> Lots of Instructional Videos on YouTube for ChemSketch
> One Shown Below
» Search “ACD ChemSketch Tutorials in YouTube for many more

= [@YouTube Search
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Do you need to draw chemical structures for your

school work, research or job? ChemSketch is an

ChemsSketch Introduction and Demo: How to Use ChemSketch (ACD/Labs)

Link to YouTube Video



https://www.youtube.com/watch?v=JXBu1qMyO0A
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