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Build Search Space

BUILD A GLYCAN SEARCH SPACE
BUILD A GLYCOPEPTIDE SEARCH
SPACE

SLRLOMNT

Analyze Sample

SEARCH GLYCAN
COMPOSITIONS
SEARCH GLYCOPEPTIDE
SEQUENCES

VIEW DATABASE SEARCH
RESULTS




Add Sample To Workspace

AR O I Y SELECT MZML FILE

Sample Name

Preset Configurations

LC-MS/MS Glycoproteomics v
Missed Peaks
Permi
Maximum Charge State Start Processing Time End Processing Time e

12 0.0 256 1

~/ Fit MS/MS Features Only

MS' Parameters MS" Parameters
Minimum Isotopic Score Averagine Minimum Isotopic Score Averagine
35 Glycopeptide v 10 Peptide

Background Reduction

5

SUBMIT
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Build Search Space

BUILD A GLYCOPEPTIDE SEARCH

COACE
oFALE
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Glycan Search Space Building

Reduction Type

Hypothesis Name

Native v

PREGENERATED DATABASE COMBINATORIAL HYPOTHE.. HYPOTHESIS FROM A TEXT ..

Create a Combinatorial Search Space:

Note: This process can only produce N-glycans at this time

Derivatization Type

Native v

MERGE TWO HYPOTHESES

Mongsaccharides ..., Constraints
Name Bound Bound Limit Constrained Value
Hex 3 9 HexNAc > v Fuc
HexNAc 2 8 = v
Fuc 0 4
NeuAc 0 4

GENERATE



N-glycans

Search Mass Error Tolerance (PPM)
ID: 738fc91593b34955844e94861566656e:1 10
Theoretical
Mass
1 910327779978 N-Glycan
2 | 1056.38568878 N-Glycan
3 1113.4071525 N-Glycan
4 | 1250.4650613 N-Glycan
5 14055229701 N-Glycan
6 | 1316.48652502 | N-Glycan
7 | 1462.54443382 | N-Glycan
8 1608.60234262 N-Glycan
9 | 1754.66025141 | N-Glycan
10 1519.56589754 N-Glycan
11 166562380634 N-Glycan
12 181168171513 N-Glycan
13 1957.73962393 N-Glycan
14 210379753273 | N-Glycan
15 1722.64527006 N-Glycan
16 1868.70317886 N-Glycan
17 201476108765 N-Glycan
18 2160.81899645 N-Glycan
19 | 2306.87690525 N-Glycan
20 1925.72464258 N-Glycan
21 | 2071.78255137 | N-Glycan
2 | 2217.84046017 | N-Glycan
23 2363.80836807 N-Glycan
24 | 2500.95627777 N-Glycan
25 2128.8040151 N-Glycan
26 | 2274.86192389 N-Glycan
27 242091983269 N-Glycan
28 2566.97774149 N-Glycan

nn A7 nacscnnan [
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Glycan Search Space Building

{Hex:8; HexNAc:2} N- Glycan
{Fuc:1; Hex:8; HexNAc:7} N Glycan
{Hex:9; HexNAc:2} N- Glycan
B {Hex:5; HexNAc:2} N- Glycan
' ald {Hex:5; HexNAc:3} N- Glycan
{Hex:5; HexNAc:4} N- Glycan
{Fuc:1; Hex:5; HexNAc:4} N- Glycan
{Fuc:2; Hex:5; HexNAc:4} N- Glycan
{Fuc:3; Hex:5; HexNAc:4} N Glycan
{Hex:5; HexNAc:5} N- Glycan
PREGENERATED DATABASE COMBINATORIAL HYPOTHE.. {Fuc:1; Hex:5; HexNAc:5} N- Glycan
{Fuc:2; Hex:5; HexNAc:5} N- Glycan
. . {Fuc:1; Hex:8; HexNAc:4; Neu5Ac:1} N Glycan
Read Glycan Composition From Text File: {Hex:s; HexnAc:2} N- Glycan
{Hex:6; HexNAc:3} N- Glycan
{Fuc:1; Hex:6; HexNAc:3} N- Glycan
{Hex:6; HexNAc:4} N- Glycan
{Hex:6; HexNAc:5} N- Glycan
{Fuc:1; Hex:6; HexNAc:5} N- Glycan
{Fuc:2; Hex:6; HexNAc:5} N- Glycan
{Hex:7; HexNAc:2} N- Glycan
{Hex:7; HexNAc:6; Neu5Ac:4} N Glycan

GENERATE
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Phil82_glycomics_NG_6520

ID: dObc4aa733e840fa84a42aab64421d4f:1
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Search Mass

Theoretical
Mass

1720.59189707

| 2882.04666847

1882.64472049

| 1234.43342682

1437.51279933
1640.59217185
1786.65008065

193270798945

2078.76589825
1843.67154437
1989.72945317

| 213578736197

2563.90396742
1396.48625023
1599.56562275
1745.62353155
1802.64499527
2005.72436779
2151.78227659
2297.84018539
1558.53907365
3535.23822976

Error Tolerance (PPM)

10

N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan
N-Glycan

NN
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Build Search Space

BUILD A GLYCAN SEARCH SPACE

SLRLOMNT

Analyze Sample

SEARCH GLYCAN
COMPOSITIONS
SEARCH GLYCOPEPTIDE
SEQUENCES
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View Results

VIEW DATABASE SEARCH
RESULTS
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Glycopeptide Search Space Building

Hypothesis Name

A list of protein sequences to digest and glycosylate

N — —_ in Li a — o
¢ ¢ =@ i 2 Reotein Lig £ - - in-silico, provided in Fasta format or mzldentML.
«, fCE-2] £
Select Modifications
Name Target Formula Mass Constant
2-dimethylsuccinyl C CeHBO4 144.042259 = Carbamidometiiyl C2ZH3N10157.0214
2- Cc C5H604 130.026609
monomethylsucei...
|
2-nitrobenzyl Y C7H5N102 135.032028
2-succinyl c C4H404 116.010959 il L
- SELECTION Variable
2HPG R C16H1005 282.052824
3-deoxyglucosone R C6H804 144.042259
3-phosphoglyceryl K C3H506P1 167.982375
3sulfo N C7H40451 183.983029
4-0NE c C9H1402 15409938
1]  J
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Glycopeptide Search Space Building

Enzymatic Digest

caspase 3

caspase 2

caspase 1

factor xa

caspase 7

caspase 6

caspase 5

caspase 4

glutamyl endopeptidase
trypsin -

Missed Cleavages Allowed

2

Glycan Definitions

Text File of Glycan Structures or Compositions

SELECT FILE...

GENERATE

Or

List of glycan structures/compositions to attach 1o
each protein.

Select a Glycan Hypothesis or Sample
Analysis
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