
Match all carbon resonances to
appropriate root HN resonance

Reference carbon peaks to
most reliable carbon spectrum

Remove outliers in 13C chemical
shift

Reference all 3D peak lists
to HSQC peak list

Read peak lists and remove
outliers in HN and 15N

Remove all resonances that do
not match a root HN resonance

Identify tentative spin systems
and likely vs. unlikely peaks

Perform
interactive
editing?

Remove unlikely peaks from
peak lists

User verification of
tentative spin systems

and unlikely peaks

Export in
original format, or

format for assignment
program?

Export shifted
or un-shifted
peak lists?

Exports filtered peak lists
without any shifting

Exports shifted, filtered
peak lists

Exports in format of chosen
assignment program

User-defined tolerances
and user-verified shifting

No

Yes

Assignment
FormatUn-shifted Shifted


