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T10b: CLTTYGYSPGVYVMIYDCNTAATDATR: b8 ion at m/z 946.40+ 

(b) 

 

 

 

Figure S1. (a) Expanded product ion spectrum of T10b (m/z 1021.793+) from the trypsin 

digest of the purified ricin sample. The Ser-Pro sequence as in ricin D is consistent with the 

ion at m/z 946.40 (arrow) and the doubly charged ion at m/z 1059.502+ (2117.99+) resulting 

from cleavage of the Ser-Pro bond (the b8 and y19 sequence ions, respectively). A Pro-Ser 

sequence would give a (weak) b8/y19 pair at 956.52/1054.472+. The Pro-Ser as in the 

database sequence GI:225419 of ricin E could not be confirmed in the purified ricin sample; 

(b) The theoretical masses of the sequence ions around the Ser70-Pro71 of GI:225896, 

GI:2169612 (ricin E) and GI:132567 (ricin D) (upper part) and Pro70-Ser71 of GI:225419 

(lower part). 
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Figure S2. LC-MS product ion spectrum of the RCA120 T9b glycopeptide diagnostics for 

the RCA120 isoform corresponding to database sequence GI:225114. For sequencing the 

RCA120 T9b ion (m/z 1122.843+) was extracted at a retention time of 14.50 min. 
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Figure S3. LC-MS product ion spectrum of RCA120 T11b peptide diagnostics for the 

RCA120 isoform corresponding to database sequence GI:225114. For sequencing the 

RCA120 T11b ion (m/z 668.0323+) was extracted at a retention time of 19.10 min. 
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Figure S4. LC-MS extracted ion chromatogram and product ion spectrum of RCA120 T3b 

(DGLCVDVTGEEFFDGNPIQLWPCK m/z 932.75963+). (a) The peak at 22.75 min in the 

extracted ion chromatogram corresponds to the native peptide and the peaks at 23.03 and 

23.32 min to the deamidated peptide containing an aspartic acid and iso-aspartic acid, 

respectively. The Asn at the N-terminal is prone to deamidation which in this case has 

occurred mainly during sample preparation [30]; (b) Product ions b8–b12 in the product ion 

spectrum (blue arrows) support the –TGEEFF– sequence in RCA120 GI:113504 instead of 

–FGEEFT– in the RCA120 sequence GI:225114. 
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Results and Discussion 

For the chain B of RCA120 two different protein sequences are available in the databases, GI:225114 

and GI:113504 (the latter corresponding to Uniprot P06750, X-ray structure: 1RZO) which differ in six 

amino acid positions (aa 24, 29, 60, 72, 102 and 250). 

With respect to our purified RCA120 preparation, the experimentally found protein sequence of the 

T3 peptide of chain B matches with the sequence of the X-ray structure (Uniprot P06750 and structure 

1RZO; aa in positions 24 and 29 were identified as T24 and F29). 

On the other hand, the experimentally determined T9 glycopeptide, T11 and T22 peptides of the 

RCA120 chain B sequence differ from the sequence of the X-ray structure in three amino acid positions 

(aa 72, 102 and 250, experimentally identified were G72, T102, V250; please note, that position 60 was not 

covered by protein sequencing), and these results are in agreement with GI:225114. 

It is unclear if the difference in aa positions between GI:225114 and GI:113504 have a critical 

influence on the overall three dimensional structure depicted in 1RZO. 


