
SUPPLEMENTAL DATA 

Figure S1. Number of peptides as function of peptide length for all proteolytically 

derived peptides examined. 
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Figure S2. ECD of [M + 6H]6+ precursor ions from the peptide 

KGDVAFVKHQTVPQNTGGKNPDPWAKNLNEKDYE, derived from Glu C digestion 

of apo-transferrin.  A triply charged (z• - H)-type product ion is indicated (see inset).  

m/z
1,2001,000800600400200

R
el

at
iv

e 
A

b
u

n
d

an
ce

 %

15
14
13
12
11
10
9
8
7
6
5
4
3
2
1

[M+ 6H]6+

m/z
903902901900899

[z24
 - H]3+

899         900            901          902          903
m/z

[M + 6H]5+•

m/z
1,2001,000800600400200

R
el

at
iv

e 
A

b
u

n
d

an
ce

 %

15
14
13
12
11
10
9
8
7
6
5
4
3
2
1

[M+ 6H]6+

m/z
903902901900899

[z24
 - H]3+

899         900            901          902          903
m/z

m/z
903902901900899

[z24
 - H]3+

899         900            901          902          903
m/z

[M + 6H]5+•

 

 

 

 

 

 

 

 

 

 

 

 

 2



Figure S3.  ECD sequence coverage as function of peptide mass for Glu C derived 

peptides detected in more than one charge state.   
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Figure S4.  ECD sequence coverage as function of peptide mass for Lys N derived 

peptides detected in more than one charge state.   
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Table S1.  ECD fragmentation summary of all triply protonated peptides from Lys C 

digestion. 

 

* Peptides of the same composition but with a lysine residue at the N-terminus rather 

than the C-terminus were generated by Lys N digestion and also examined with ECD (see 

also Table S2).  
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The peptide CSTSSLLEACTFRRP corresponds to the C-terminus of the protein (apo-

transferrin). 
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Table S2.  ECD fragmentation summary for all triply protonated Lys N derived peptides. 

 

* Peptides of the same composition but with a lysine residue at the C-terminus rather than 

the N-terminus were generated by Lys C digestion and also examined with ECD (see also 

Table S1).  
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The peptide VPDTVRWCAVSEHEAT contains the N-terminus of the protein (apo-

transferrin). 
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Table S3. ECD fragmentation summary for all triply protonated species from Glu C 

digestion. 
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Table S4.  ECD fragmentation summary for all quadruply protonated species from Lys C 

digestion.  

 

 

* Peptides with the same composition but with a lysine residue at the N-terminus rather 

than the C-terminus were generated by Lys N digestion and also examined with ECD (see 

also Table S5).  ^ = Product ions that cannot be distinguished based on their mass. 
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Table S5.  ECD fragmentation summary for all quadruply protonated species derived 

from Lys N digestion.  

 

* Peptides with the same amino acid composition but with a lysine residue at the C-

terminus rather than the N-terminus were generated by Lys C digestion and also 

examined with ECD (see also Table S4).  The peptide VPDTVRWCAVSEHEAT 

contains the N-terminus of the protein (apotransferrin). 
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Table S6.  ECD fragmentation summary for all quadruply protonated Glu C derived 

peptides. 
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Table S7.  ECD fragmentation summary for all [M + 5H]5+ and all [M + 6H]6+ precursor 

ions from Lys C digestion. 

 

 

* Peptides with the same composition but with a lysine residue at the N-terminus rather 

than the C-terminus were generated by Lys N digestion and also examined with ECD (see 

also Table S8).  ^ = Product ions that cannot be distinguished based on their mass.  
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Table S8.  ECD fragmentation summary for all [M + 5H]5+ and all [M + 6H]6+ precursor 

ions from Lys N digestion. 

 

 

* Peptides with the same amino acid composition but with a lysine residue at the C-

terminus rather than the N-terminus were generated by Lys C digestion and also 

examined with ECD (see also Table S7).  ^ = Product ions that cannot be distinguished 

based on their mass.  
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Table S9.  ECD fragmentation summary for all [M + 5H]5+ and all [M + 6H]6+ precursor 

ions from Glu C digestion. 
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