
Accurate Mass LC-MS/MS:  Basic Introductory Course
James Little 
Mass Spec Interpretation Services 
7/32026 
mzinterpretation.com

Video/Handout:  Drawing structures with ChemSketch for NIST26
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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



Ways to Transfer Files from MS Search to ACD ChemSketch

-Can send a structure to ChemSketch as your default structure editor 

-Or copy to clipboard and paste into ChemSketch



Bug in Pasting Structure from NIST to ChemSketch

-The oxidation state is transferred from NIST MS Search to ChemSketch

-Just circle the structure and change the style to normal



Sending Structure from ChemSketch to NIST Search Program

-Circle structure of interest and copy to clipboard

-Then insert clipboard structure with right click to get menu option



➢ Lots of Instructional Videos on YouTube for ChemSketch
➢ One Shown Below
➢ Search “ACD ChemSketch Tutorials in YouTube for many more

Link to YouTube Video

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