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ﬂstructural Isomers by

masses in silico
g 1]
Glycan Regular In silico shifted

ID Structure Chemical Formula Mass (Da) Chemical Formula Mass (Da)
1266 | (N(F)N(HH)HNHANHA)) C90H146N6065 2350.83035 | C90H146N6065 2350.83035
1267 | (N(N(H(H)HNHANNEHAN) CO0H146N6065 | 2350.83035 | CIOH147N5065C'L | 2350.83846
1269 | (N(FNHIN)HH)HNHAR)) C90H146N6065 2350.83035 | C90H148N4065C2 | 2350.84656
1270 | (N(EXN(HHIN(HA)HNHA) CI0H146N6065 2350.83035 | C90H149N3065C'3 | 2350.85467
1272 | (N(NHIN)HH))HNEHARD)) C90H146N6065 2350.83035 | C90H150N2065C'4 | 2350.86277
1273 | (N(N(HHIN(HAHNEHA)) C90H146N6065 2350.83035 | C90H151N1065C'S | 2350.87088
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OH oH o
Trypsin digestion %6\
5 OH O\\
Human Serum IMAC enrichment for LC‘MS/MS. o
sialic acid-containing glycopeptides Thermo Eclipse Tribrid
Raw file > Quantitation table
pepXML Peptide list
Search result > ldentification table with shifted masses » Final result
Protein Peptide Sequence Glycan structure (Patf;):ft' \i?el]\Togr?nal) ﬁc;)l\f:e
Breast cancer patient serum vs healthy control serum ey’ 035 00010
PEPTIDENPEPTIDE A
. ﬁ 0.22 0.0000
Quantified | Altered (F>2.5, p<0.01) [SP— e . o
Glycoproteins ~150 ~50 xx (EPUIIDE N AAPIRIE € ""C::: 0.29 00010
Glycopeptides ~1500 ~100 “{?: 2 Do
IPEPTIDENPEPTIDE D _ 22 000
) 0.38 00001
‘“‘Cm 0.31 0.0009
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