
Understanding your ESI, EI, CI and LSIMS (FAB) accurate mass data

Mass of measured ion

Name of instrument
(MAT 900 XLT or
MAT 95 XP).  See filename 
for ionisation mode.

Elemental limitsExpected elements of 
measured ion 

Charge state of measured ion.
Note: To a calculated neutral 
mass, subtract the mass of the 
electron for the positive ion, 
add the mass of the electron 

for the negative ion!

Possible formulae of 
measured ion. Your 
compound should be 

listed here!

RDB – rings and double 
bonds equivalent value

Difference between 
measured and calc. mass*

Mass of measured ion

Calculated 
mass of ion 
will appear 

here 

*Calculating the ppm error:

(Measured mass - Theoretical mass)

Theoretical mass
x 1,000,000




