
  



  



  



  



  



  



  



  



  



  



  



  



  



  



  

Drag around region to expand



  



  



  

Peak pick: left-click on top of peak



  



  

Left-Click
To highlight



  

Ctrl-v
To copy from clipboard

Note RMSD



  

Click after optimization

Click to optimizeNote lower RMSD



  



  

Hold ctrl button
Left-click on desired cells;
Group & optimize

3-bond coupling
15→13 & 15->14



  



  



  

4-bond couplings
15→10 15→11 15->12
Usually small (often manually set to 0) Ctrl-left click on cells

group&optimize



  



  

Probably could be set to 0
Left-click on cell – type 0



  



  



  



  

Then left-click on cell
Crtl-v

Peak pick



  

Left-click on cell
Crtl-v



  

Left-Clicked
Now ctrl-v



  

Note RMSD before Processing



  

After pressing process



  

Hold ctrl key
Left-click on cells
Group & optimize

The 3 methyl protons
are always identical 
due to chemical shift 
averaging through rotation



  



  



  

Optimize couplings between methyl and methylenes

Left-click on 10-13
then shift-left-click on 12-14
to select rectangular region



  

Small change



  



  



  

No change
Needs “get ROI ...”



  

Then process



  

Usually ignore this warning



  

Left click on cell
Ctrl-v

Pick peak



  

Left-click on cell
Ctrl-v



  



  

Hold ctrl;left-click on cells
Group & optimize



  



  

Done
Rmsd<.01 is good



  

Finish by changing status in Notes



  

Good RMSD: status Done



  

Add any 
comments here



  

Status changed to “Done”



  

Select next spectrum



  



  

Important to save current workspace



  



  

Start next spectrum
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