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Annotation and fragmentation key
Undetermined

@ Mannose (162.0528 Da) f ! topology

O Galactose (162.0528 Da) ~_ I‘::;':gt:fmi"eo'
B N-Acetylglucosamine (203.0794 Da) 3 4 6

[_] N-Acetylgalactosamine (203.0794 Da) \\\ ) /’ ’

a
’ N-Acetylneuraminic acid (291.0954 Da) ’) | ‘
B

A Fucose (146.0579 Da)
d} Cross-ring fragment (unspecified)
'fl Indicates mostly Y ions (includes oxygen of glycosidic linkage)

1 Indicates mostly Z ions (excludes oxygen of glycosidic linkage)

1,5
. Y, Z 15X, Y, Z ~X Y V4
~O~ Reduced reducing end 2 2 1 1 — -
P Phosphate CH,OH CH,OH CH,OH
OH o)
N OH O\ OH
Note 1: All glycans contain reducing end which is not depicted in the OH OH OH
reported N-glycan structure cartoon but are shown in the fragments.
Note 2: Glycan #1-#3 were not observed with N-glycomics (only with O'ZA1 31 C1 B2 C2 B3 C3

glycopeptide analysis), hence have been left out here. ] )
Han, L. & Costello, C.E. Mass spectrometry of glycans. Biochemistry (Moscow) 78, 710-720 (2013).



Glycan #4
Chitobiose core
HexNAc,Fuc, (MOF)
m/z: 571.3 (1)

IL_VB_NG_260717 #1972 RT: 19.65 AV:1 NL: 1.57E2
F: ITMS - p ESId Fullms2 571.22@cid35.00 [145.00—1155.0®
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Glycan #5
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Glycan #6
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Glycan #7
Paucimannose
Hex,HexNAc, (M2)
m/z: 749.3 (1)

IL_VB_NG_26071#2352 RT:23.43 AV:1 NL:5.16E1
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Glycan #8 _
Paucimannose . v L
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Glycan #9
Paucimannose
Hex;HexNAc, (M3)
m/z: 911.4 (1)

IL_VB_NG_260717 #3452 RT: 3449 AV:1 NL: 3.76E1
F: ITMS - p ESId Full ms2 911.38@cid35.00 @835.00]
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Glycan #10
Paucimannose
Hex;HexNAc,Fuc, (M3F)
m/z: 1057.4 ()

IL_VB_NG_260717 #4583 RT: 46.05 AV:1 NL: 3.97E1l
F: ITMS - p ESId Full ms2 1057.44@cid35.00 [280.00-2000.00]
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Glycan #11a
Oligomannose
Hex,HexNAc, (Man4)
m/z: 1073.4 (1)

IL_VB_NG_260717 #2990 RT: 29.80 AV:1 NL: 1.26E1
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Glycan #11b
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Glycan #12b
Oligomannose
HexsHexNAc, (Man5)
m/z: 1235.5 (1)

il_vb _ng 260717 #3869 RT: 38.76 AV:1 NL: 1.77E1
F: ITMS - p ESId Full ms2 1235.49@cid35.00 [330.00-2000.00]
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Glycan #13
Oligomannose
Hex,HexNAc, (Man6)
m/z: 698.3 (2

il_vb_ng_260717 #3232 RT: 32.23 AV:1 NL: 4.62E2
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Glycan #14
Oligomannose
Hex,HexNAc, (Man7)
m/z: 779.3 (2

il_vb_ng_260717 #3312 RT: 33.05 AV:1 NL: 2.01E2
F: ITMS - p ESId Fullms2 779.30@cid35.00 [200.00-1570.00]
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Glycan #15
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Glycan #16

Oligomannose

Hex,HexNAc, (Man9)

m/z: 941.4 %)

IL_VB_NG_260717 #3422 RT: 34.18 AV:1 NL: 8.49E1
F: ITMS - p ESId Full ms2 941.34@cid35.00 [245.00-1895.00]
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Glycan #17

Oligomannose
Hex,HexNAc,Phos, (M6P1)
m/z: 738.3 (2
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Glycan #18
Oligomannose

Hex,HexNAc,Phos, (M7P1)

m/z: 819.3 (2

IL_XB_NG_260717 #1995 RT: 19.90 AV:1 NL: 5.55E1
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Glycan #19

Complex

HexNAc,+ Hex,HexNAc,Fuc,;
m/z: 1098.5 (1)

IL_YA_NG_260717 #3848 RT: 38.43 AV:1 NL: 2.21E1l

F: [TMS - p ESId Full ms2 1098.47
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Note: From biosynthetic
pathway and lack of D and
D-18 ions, extension is
predicted at a-1,3 arm.



Glycan #20a
Complex

HexNAc,Fuc,+ Hex;HexNAc,

m/z: 1260.5 ()

No MS/MS available in N-glycomics data

|— precursor - 1260 .5000-

1800 + Explicit
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Retention Time

IL_YA_NG_260717.raw (42.69 min)

precursor-
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Note: There is a lack of tandem mass
spectral data to evidence the glycan
structure. However, based on early PGC-LC
elution and the expected biosynthetic
relationships between observed structures,
this glycan is annotated as the antenna
fucosylated isomer of glycan #20a. The
exact antennary fucosyl linkage(s) (here
drawn as alphal,3) remains undetermined.



Glycan #20b

Complex

HexNAc, + Hex;HexNAc,Fuc,
m/z: 1260.5 ()

IL_XB_NG_260717 #4787 RT: 48.27 AV:1 NL: 2.03E1l
F: ITMS - p ESId Full ms2 1260.55@cid35.00 [335.00-;
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Note: Evidence of core
fucose and GIcNACc
extension of al,6 arm as
evidenced by D ion.
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Glycan #21

95
90
85
80
75
70
65
60
55
50
45
40
35

’ oy [ e T
Complex
\\ \\ 1600 1 .
HexNAc, + Hex;HexNAc,Fuc, oy aon |
. 2- L 1200
m/Z. 731-3 ( ) ém‘moo
‘E s0 I
IL_XB_NG_260717 #3936 RT: 39.59 AV:1 NL: 1.53E1 500 4
F: ITMS - p ESId Full ms2 731.28@cid35.00 [190.00-1¢ wo
649.17 : :
100 a0 1
: 3 629.84 N e

Retention Time

/' IL_XB_NG_260717 raw (39.64 min)

precursor--

O~ O~

//y ‘
@—N—acetyl = : z h@g \.\;;EMHHH\.||\|‘\|H7I31|1II|, ‘||‘ L o A, |‘|H|\7\;;||I|HI\\ aal
750.51 @ : I

O
10965 @ Note: Evidence of core

30 ¥ |@299.68 fucose.
2 > o
20 I 1
5 916.09
790.42 ,

109 219.92 304.00 867.26 975 .43

i L . .

1 1 T | T T T T T T T T | T T T T | T T T T | T T T I T T T T | T 1 T T T T T | T T T
200 300 400 500 600 700 800 900 1000 110 1200 1300 1400

m/z



Glycan #22a
Complex

Hex,HexNAc,;NeuAc, + Hex,HexNAc,Fuc,

m/z: 775.3 (2

IL_VB_NG_260717 #3534 RT: 35.34 AV:1 NL: 8.53E1

F: ITMS - p ESId Fullms2 775.33@cid35.00 [200.00-1!
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IL_XB_NG_260717.raw (35.24 min)
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Note: From biosynthetic
pathway and the lack of D
and/or D-18 ions,
monoantennary sialyl LacNAc
is predicted to occupy the al,3
arm. Based on early PGC-LC
elution, this glycan is
annotated as the a2,6-sialyl
linkage isomer.
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Glycan #22b

Complex

Hex,HexNAc,;NeuAc, + Hex,HexNAc,Fuc,
m/z: 775.3 (2

IL_VB_NG_260717 #4838 RT: 48.72 AV:1 NL: 4.31E1
F: ITMS - p ESId Full ms2 775.33@cid35.00 [200.00-1!
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Note: From biosynthetic
pathway and the lack of D
and/or D-18 ions,
monoantennary sialyl
LacNAc is predicted to
occupy the al,3 arm. Based
on late PGC-LC elution, this
glycan is annotated as the
a2,3-sialyl linkage isomer.
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Glycan #23
Complex

Hex,;HexNAc;NeuAc, + Hex;HexNAc,

m/z: 783.3 (2

IL_VB_NG_260717 #3182 RT: 31.72 AV:1 NL: 1.20E2

F: ITMS - p ESId Full ms2 783.20@cid35.00 [205.00-1!
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Note: From biosynthetic
pathway and the lack of D
and/or D-18 ions,
monoantennary sialyl
LacNAc is predicted to
occupy the al,3 arm. Based
on early PGC-LC elution,
this glycan is annotated as
) ) the a2,6-sialyl linkage
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Glycan #24
Complex

Hex,HexNAc,Fuc, + Hex;HexNAc,Fuc,

m/z: 783.6 (2

IL_XB_NG_260717 #3823 RT: 38.43 AV:1 NL: 6.28E1

F: ITMS - p ESId Full ms2 783.83@cid35.00 [205.00-1!
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precursor--

o

783

1500

?84 ?85 786 787

Note: Both evidence of core
and antenna fucosylation.
From biosynthetic pathway
and the lack of D and/or D-
18 ions, monoantennary Le
x/a is predicted to occupy
the al,3 arm. The exact
antennary fucosyl linkage(s)
(here drawn as alphal,3)
remains undetermined.



Glycan #25
Complex

Hex,HexNAc, + Hex;HexNAc,
m/z: 820.3 (%)

IL_YC_NG_260717 #4007 RT: 40.12 AV:1 NL: 7.88
F: ITMS - p ESId Fullms2 820.32@cid35.00 [215.
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Glycan #26a
Complex

Hex,HexNAc,;NeuAc, + Hex;HexNAc,Fuc,

m/z: 856.3 (2

IL_YC_NG_260717 #3942 RT: 39.46 AV:1 NL: 4.46E2
F: ITMS - p ESId Full ms2 856.31@cid35.00 [225.00-1
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Note: From biosynthetic pathway
and the lack of D and/or D-18 ions,
monoantennary sialyl LacNAc is
predicted to occupy the al,3 arm.
Evidence of core fucose. Based on
early PGC-LC elution, this glycan is
annotated as the a2,6-sialyl linkage
isomer.
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Glycan #26b

3000

Complex .\ bﬂ
Hex,HexNAc,NeuAc, + Hex;HexNAc,Fuc, o
m/z: 856.3 (%) . :

1000 +
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Glycan #27a

Complex

Hex,HexNAc,Fuc, + Hex;HexNAc,
m/z: 893.3 (2

IL_YC_NG_260717 #3848 RT: 38.51 AV:1 NL:4.61
F: ITMS - p ESId Full ms2 893.36@cid35.00 [235.00-1¢
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IL_YC_NG_260717 raw (38.34 min)
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Note: From biosynthetic pathway
and presence of D and ions,
antenna fucosylation is predicted
to occupy the al,6 arm. No
evidence of core fucose. The exact
antennary fucosyl linkage(s) (here
drawn as alphal,3) remains
undetermined.
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Glycan #27b
Complex

Hex,HexNAc, + Hex;HexNAc,Fuc,
m/z: 893.3 %)

IL_YC_NG_260717 #4722 RT: 47.43 AV:1 NL: 3.52E1
F: ITMS - p ESId Full ms2 893.36@cid35.00 [235.00-1¢
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Glycan #28

Complex (hybrid, but classified under complex)
Hex;HexNAc;NeuAc,+ Hex;HexNAc,

m/z: 945.4 (%)

IL_YC_NG_260717 #3487 RT:34.81 AV:1 NL: 3.53El
F: ITMS - p ESId Full ms2 945.41@cid35.00 [250.00-1
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IL_YC_NG_260717.raw (34.65 min)
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Note: From biosynthetic
pathway and the D and/or
D-18 ions, sialyl LacNAc is
expected to occupy the
al,3 arm. Based on early
PGC-LC elution, this glycan
is annotated as the a2,6-
sialyl linkage isomer.
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Glycan #29a >
Complex o

rl 9000

Hex,;HexNAc,NeuAc, + Hex; HexNAc,Fuc, , _

8000 4
m/z: 957.9 %) ‘\\ : o |
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Glycan #29b r
Complex . h\ —

Hex,HexNAc,NeuAc, + Hex; HexNAc,Fuc, o1 i LA
m/z: 957.9 @) O e ]

400 T

Intensity

300 +

200 + 5 494

t t t t
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Retention Time

IL_YC_NG_260717.raw (48.36 min)
100 —
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No MS/MS available in glycomics data

30 %

20 +

=l H\‘

o kAN, AL
as57

Note: There is a lack of tandem
mass spectral data to evidence
the glycan structure. However,
based on late PGC-LC elution
and the expected biosynthetic
relationships between observed
structures, this glycan s
annotated as the a2,3-sialyl
linkage isomer of glycan #29a.

958 959 960 961
miz




Glycan #30
Complex

Hex,HexNAc,NeuAc, + Hex;HexNAc,

m/z: 965.9 (2

IL_VB_NG_260717 #3648 RT: 36.51 AV:1 NL: 1.29E2
F: ITMS - p ESId Full ms2 965.90@cid35.00 [255.00

/”
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@

_1¢
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800
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eie
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/\

5.18 -HZO

-N-acetyl

944.93 -N-acetyl

1000

1114.43

m/z

1201.43

1200

1285.35

1405.52

1400

1643.68

1600

= precursor - 965 9000

3000 4

2500 +

2000 +

Intensity

1000 +

500 +

1500 +

0

Explicit
365

365

377

Intensity
w
[=]
(=]

35

precursor--

36

a7 38
Retention Time

IL_YB_NG_260717.raw (36.53 min)

965

1752.60

1800

1873.69

T
966

067 068

miz

sl
969

Note: From biosynthetic
pathway and the lack of D
and/or D-18 ions, the sialyl
LacNAc is predicted to
occupy the a1,3 arm. Based
on early PGC-LC elution,
this glycan is annotated as
the a2,6-sialyl linkage
isomer.



Glycan #31a

Complex

100
95
90
85
80
75
70
65
60
55
50
45
40
35
30
25
20
15
10

5
0

@3 -
-
Hex,HexNAc,Fuc, + Hex;HexNAc,Fuc, o’
m/z: 966.4 (%) Q-:
| 2
IL_XB_NG_260717 #4362 RT: 43.81 AV:1 NL: 6.91E1
F: ITMS - p ESId Full ms2 966.40@cid35.00 [255.00-1!
@  _1Gal
¥ _1GIcNAc
-1Fuc
<=
Y‘_
-2
"2 2
Core y
fucose T
-1Gal
V
y :: -1GIcNAc
& -1Fuc 1559.60
= 1589.60
710 84
779.34 N-acetyl loss
1259.60
424.25
688 17 884.34 1382.68
382.17 | 466. 9* 1054.51  1217.43
Y nl | A | ) —

1200 1400

800

1000
m/z

Intensity (1043)

Intensity

—— precursor- 966.4000—

1100
1000 $
900 I
800 I
700 ¢

300 +
200 +
100 ¥

600 +
500 ¥
400

42

43

44 45 46 47
Retention Time

IL_XB_NG_260717.raw (43.80 min)

precursor-

Lot
+
965

-1Hex

@ -1Hex

1713.60

966

9 968 969

Note: Indication of both core and
antenna fucose. From biosynthetic
pathway and the D and/or D-18
ions, the unmodified LacNAc is
predicted to occupy the al,6 arm
with the Lewis x/a to occupy the
al,3 arm. The exact antennary
fucosyl linkage(s) (here drawn as
alphal,3) remains undetermined.

1600

1800



— precursor - 966.4000—

Glycan #31b >
Complex . . ol
Hex,HexNAc,Fuc, + Hex;HexNAc,Fuc, o
m/z: 966.4 (2 p

Is 58

Intensity (1043)

IL_XB_NG_260717 #4543 RT: 45.69 AV:1 NL: 5.53E1

F: ITMS - p ESId Full ms2 966.40@cid35.00 [255.00-1¢ 0 ; ‘ : ; :
1422.60 44 45 46 47 48

100 ' Retention Time
95 g&ﬁa

90 _ IL_XB_NG_260717.raw (45.68 min)
1Gal oo

85 885.42 ,,' -1GIcNAc precursor
_2 2000 +

80 -2 I -1Fuc

75 2_.“ 2_. ‘ |
70 L5 2&

65 [ ) )
60

@
=1
=1

Intensity

1000 +

500 1

y-lGa|

e 1GIcNAC :
1Fuc -1Gal

50 - <O~

45 fCore @ 2 Vﬁ Note: Indication of
40 ucose 1242.60 P both core and antenna

< :

T
965 966 967 968 969

o In ([ .\l“ !I I ‘||I| HH‘I ; ey
miz

fucose. The exact
% o N-acetyl loss -~ -1GleNAc antennary fucosyl
30 1258.51 -1Fuc

Y r :
25 = " 803.67 @ & :: vg linkage(s) (here drawn
v
- -1Gal

203(350.08 as alphal,3) remains

undetermined.
15

10

1057.59

1224.51 1385.60

1131.68 1609.68

-|l b

400 600 800 1000 1200 1400 1600 1800
m/z

al




Glycan #32a
Complex
Hex,HexNAc,Fuc,;NeuAc; + Hex;HexNAc,
m/z: 1038.9 (27

IL_XD_NG_260717 #3630 RT: 36.18 AV:1 NL: 1.40E1l
F: ITMS - p ESId Full ms2 1038.92@cid35.00 [275.00-:
835.34
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75
70
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55
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45
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15
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12
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867.34

-N-acetyl
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1183.43
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1141.34

2

3

o

—— precursor - 1038.9000-

1400 +

1200 +
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800 +

Intensity

600 +

400 1

200 +

36.1

374

250 +

200 +

150 +

Intensity

100 +

35

t
36 37 38
Retention Time

IL_XD_NG_260717.raw (36.09 min)

precursor—

1038

:: 50 L
St 0 Iu‘m!\ |n||||\| II

670.68

1568.68

1440.60

1508.93

L 4
1693.02

-

. y,
e dre e
856.94

1,

800

1039 1040

mz

1041 1042

Note: Based on early PGC-
LC elution, this glycan is
annotated as the a2,6-sialyl
linkage  isomer. No
indication of core fucose.
The exact antennary fucosyl
linkage(s) (here drawn as
alphal,3) remains
undetermined.



Glycan #32b o
Complex . X 1
Hex,HexNAc,NeuAc, + Hex;HexNAc,Fuc, O H ] o | I

m/z: 1038.9 (2-) . ’ 000 §
'\\ 3000 4+
IL_XD_NG_260717 #4382 RT:43.73 AV: 1 NL: 4.21E1 2000 §

F: ITMS - p ESI d Full ms2 1038.92@cid35.00 [275.00-2
835 34

Intensity

1000 +

100

@:OO

E 0 ; i : : o ey ;
95 é 420 425 430 :i:ntionnm:tl.ﬂ 445 45.0 455
0 3 24 PNEED
85 i IL_XD_NG_260717.raw (43.82 min)
80 % E 1000 + E
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70 = z
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2 50 E core - @ —N—acetyl z 1038 1039 1040 1041 1042
045 - fucose * . .
8 40 = @ g Note: From biosynthetic
Ba0 - 2 (70060
o - v 636,01 :: :i ﬁ{ 2{ pathway and the lack of D
a0 - @ o 1727 7 and/or D-18 ions, the
’s 3= . sialyl LacNAc is predicted
E @ : to occupy the ai1,3 arm.
20 T - 701.84 1386.60 g‘ L .
= @ 1627 60 Ly Evidence of core fucose.
15 —
3 1489.68 Based on early PGC-LC
3 1202.43  1363.35 2 . . .
103 A 600.25 h m 1160.43 n A h 1787.94 ¥ elution, this glycan is
5 = 553.00 ,
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Glycan #32c

Complex \ h\
Hex,HexNAc,NeuAc, + Hex;HexNAc,Fuc, o mu 00 1
m/z: 1038.9 (%) )

IL_XD_NG_260717 #4955 RT: 49.51 AV:1 NL: 1.82E1l

F: ITMS - p ESId Full ms2 1038.92@cid35.00 [275.00-2000.00]
100~ 835.34 S0

E # 482

957 ‘ i . :
] N 1 ; T t t
- ~ 48.0 485 49.0 495 50.0 505

90—: 7 7 7 Retention Tir;wa
85

1000 +

Intensity

80—5 E.AL 00 - prell;::f_NG_ZEUH 7.raw (49.47 min)
. 350 -
75
. 300 +
70—2 3250--
E EZOO——
65_5 5150—7
60 100 ¥ ‘
"o ; g ; |
e ) ﬁ_. 2_. Al ||, I !Im” !Hm|u|| . e || N
3 1038 1038 1040 1041 1042
i e ﬁa "
45° é
e Lo _ | |
] é@ L » Note: From biosynthetic
357 @ 2‘ ﬁ* 1788.77 pathway and presence of
] 1017 93 1607 85 Q ) 4 . ]
30- 2 D-18 ions, the sialyl
25 R 875.84 -N-acetyl v LacNAc is predicted to
— P ~Cr
B 174.26 @) ; occupy the oal,3 arm.
] - 936.43 _ ﬁ 2 Evidence of core fucose.
e 119860 1461.60 ¢ Based on late PGC-LC
10 128451 138760 ' elution, this glycan s
5 i “ 109751 | H H | annotated as the o2,3-
O:I T T M | II' N T | T T I| T T I T T T Ill|I T T T T T T T IhChI Sialyl Iinkage isomer'
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Glycan #33a

Complex

Hex,HexNAc,NeuAc, + Hex;HexNAc,
m/z: 1111.5 )

IL_VB_NG_260717 #3529 RT: 35.29 AV:1 NL: 7.18E1
F: ITMS - p ESId Fullms2 1111.45@cid35.00 [295.00-:
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Retention Time
IL_VB_NG_260717.raw (35.21 min)
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E 400
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* £
2—.3—. Note: Based on
PGC-LC elution
-1NeuAc pattern, this
L glycan is
INeUACH.O annotated as
-tNEUAC-H, the a2,6-02,6-
1914.69 :slalyl linkage
isomer.
"‘r""-"'"|
1800 2000



Glycan #33b
Complex

Hex,HexNAc,NeuAc, + Hex;HexNAc,

m/z:1111.5 (%)

IL_VB_NG_260717 #4500 RT: 45.20 AV:1 NL: 9.48
F: ITMS - p ESId Fullms2 1111.45@cid35.00 [295.00-:
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Note: Based on
PGC-LC elution

pattern, this
glycan is
annotated  as
the a2,6-a2,3-
sialyl linkage
isomer.



Glycan #34a
Complex

Hex,HexNAc,Fuc,NeuAc, + Hex;HexNAc,Fuc,

m/z: 1112.0 (2’

IL_XB_NG_260717 #3874 RT: 38.96 AV:1 NL: 7.19E1

F: ITMS - p ESId Fullms2 1111.96@cid35.00 [295.00-
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; 4
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! 774.34
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“\ 2000 +
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I fucose R
'-’ 500 +
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e &4 -1GIcNAc “1Fuc
»
1362.60 v ]
@ 2&2{
ﬁ"’
N-acetyl loss 1549.68 gy
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1406 68
LL 1773.69 19’
L
1200 1400 1600 1800

—— precursor-1112.0000—
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a0 1
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Intensity (1043)
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38.0

t
37

i I“

t t t
38 39 40
Retention Time

IL_XB_NG_260717.raw (38.93 min)

1112 1114 1115

Note: Based on PGC-LC elution
pattern, this glycan is annotated as
the a2,6-sialyl linkage isomer.
Indication of both core and antenna
fucose. The exact antennary fucosyl
linkage(s) (here drawn as alphal,3)

1113

remains undetermined. The exact
antennary fucosyl linkage(s) (here
drawn as alphal,3) remains

undetermined. The exact antennary
fucosyl linkage(s) (here drawn as
alphal,3) remains undetermined.



Glycan #34b
Complex

Hex,HexNAc,Fuc,NeuAc, + Hex;HexNAc,Fuc,

m/z: 1112.0 (2’

IL_XB_NG_260717 #4132 RT: 41.48 AV:1 NL: 2.59E3

F: TMS - p ESId Fullms2 1111.96@cid35.00 [295.00:
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=1 o =} o
+ i
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t t
40 41
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Retention Time

IL_XB_NG_260717 raw (41.48 min)

/
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k4
@ ove
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1880.77

1933.77

2000

;
t
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Note: Based on the early
PGC-LC elution pattern,
this glycan is annotated as
the a2,6-sialyl linkage
isomer. Indication of both
core and antenna fucose.
The exact antennary
fucosyl linkage(s) (here
drawn as alphal,3)
remains undetermined.



Glycan #35a
Complex

Hex,HexNAc,NeuAc, + Hex;HexNAc,Fuc,

m/z: 1184.5 ()

IL_XB_NG_260717 #4022 RT: 40.45 AV:1 NL: 1.57E2
F: ITMS - p ESId Full ms2 1184.47@cid35.00 [315.00-:
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1]
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Retention Time

42 43

IL_XB_NG_260717.raw (40.26 min)
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2000
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-1NeuAc
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Note: Based on
PGC-LC elution
pattern, this
glycan is
annotated as
the o2,6-a2,6-
sialyl linkage
isomer.
Indication of
core fucose.



Glycan #35b
Complex

Hex,HexNAc,NeuAc, + Hex;HexNAc,Fuc,
m/z: 1184.5 ()

IL_XB_NG_260717 #4772 RT: 48.11 AV:1 NL: 3.04E1
F: ITMS - p ESId Full ms2 1184.47@cid35.00 [315.00-:
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IL_XB_NG_260717.raw (48.21 min)
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2000 +

1154.59

1000 +
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1184
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It
1183 1188

miz

Note: Based on
PGC-LC elution
pattern, this
glycan is
annotated as the
a2,6-a2,3-sialyl
linkage isomer.
Indication of
core fucose.
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Glycan #36a
Complex
Hex;HexNAc;NeuAc, + HexsHexNAc,Fuc,

m/z: 1221.5 () ZXC}i @

IL_XB_NG_260717 #4512 RT: 45.37 AV:1 NL: 1.00E2

F: TMS - p ESId Fullms2 1221.66@cid35.00 [325.00-
100 835.34 — T
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Note: Based on PGC-
LC elution pattern,

this glycan is
annotated as the
a2,6-sialyl linkage

isomer. Indication of
core fucose.
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Glycan #36b

Complex
Hex;HexNAc;NeuAc, + HexsHexNAc,Fuc, ,,O_._ @
m/z: 1221.5 @) ¢ Ol

2X
> @

No MS/MS available in glycomics data

Intensity
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IL_XB_NG_260717.raw (48.21 min)
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Note: Based on MS1 and
retention time and the
suspected  biosynthetic
relationship to Glycan
#36a, this glycan has

tentatively been
annotated as the
alpha2,3-sialyl isomer

variant of Glycan #36a

1225



Glycan #37a
Complex

Hex;HexNAc;NeuAc, Fuc, + Hex;HexNAc,

m/z: 1294.6 (2

IL_VB_NG_260717 #4000 RT: 40.09 AV:1 NL: 1.32E1
F: ITMS - p ESId Full ms2 1294.56@cid35.00 [345.00-:
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IL_VB_NG_260717.raw (40.10 min)

precursor—

1204

1855.85

1775.94

3

1880.94

1205

ﬁ"

1295 1297 1298

Note: Based on PGC-LC
elution pattern, this
glycan is annotated as
the a2,6-sialyl linkage
isomer. Since there is
no sign of core
o fucosylation, this
structure has been
annotated as being
antenna fucosylated.
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Glycan #37b
Complex

Hex;HexNAc;NeuAc, Fuc, + Hex;HexNAc,
m/z: 1294.6 (2

IL_VB_NG_260717 #4285 RT: 43.00 AV:1 NL: 3.25E1

F: ITMS - p ESId Full ms2 1294.56@cid35.00 [34
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Retention Time
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1800
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2000
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Note: Due to the lack
of other isomers, this
glycan is annotated
with an unknown sialyl
linkage isomer. Since
there is no sign of core

fucosylation, this
structure has been
annotated as being

antenna fucosylated.



Glycan #37c

Complex
Hex;HexNAc;NeuAc, Fuc, + Hex;HexNAc,
m/z: 1294.6 (2

IL_VB_NG_260717 #4437 RT: 4455 AV:1 NL: 1.60E1l

F: ITMS - p ESId Full ms2 1294.56 @cid35.00 [345.00-
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1204 1205
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Note: Due to the lack
of other isomers, this
glycan is annotated
with an unknown sialyl
linkage isomer. Since
there is no sign of core

fucosylation, this
structure has been
annotated as being

antenna fucosylated.



Glycan #37d

Complex

Hex;HexNAc;NeuAc, Fuc, + Hex;HexNAc,
m/z: 1294.6 (2

IL_VB_NG_260717 #4678 RT: 47.05 AV:1 NL: 1.54E1
F: ITMS - p ESId Full ms2 1294.56@cid35.00 [345.00-:
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IL_VB_NG_260717.raw (47.08 min)
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1800
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Note: Due to the lack
of other isomers, this
glycan is annotated
with an unknown sialyl
linkage isomer. Since
there is no sign of core
fucosylation, this
structure has been
annotated as being
antenna fucosylated.
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Glycan #38

Complex

Hex;HexNAc;NeuAc,Fuc, + Hex;HexNAc,
m/z: 1367.0 %)

IL_VB_NG_260717 #4897 RT: 49.33 AV:1 NL: 1.16E1
F: ITMS - p ESId Full ms2 1367.08@cid35.00 [365.00-;
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404

t
475 480

t t t t
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IL_VB_NG_260717.raw (49.37 min)
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o kvl
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1917.69
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Note: Due to the lack of
robust fragment ions, this
glycan is annotated
without sialyl linkage
isomer information. No
indication of core fucose.
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Glycan #39a

Complex

Hex;HexNAc;NeuAc, Fuc,; + Hex;HexNAc,
m/z: 1367.5 )

IL_XB_NG_260717 #4334 RT: 43.52 AV:1 NL: 1.82E1
F: ITMS - p ESId Full ms2 1367.59@cid35.00 [365.00-;
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Retention Time

260717.raw (42.46 min)

Note: Based on the early
PGC-LC elution pattern,
this glycan is annotated as
the a2,6-sialyl linkage
isomer. Due to the lack of
robust fragment ions, this
glycan is otherwise
annotated without sialyl
linkage isomer
information.



Glycan #39b

Complex

Hex;HexNAc;NeuAc, Fuc,; + Hex;HexNAc,
m/z: 1367.5 )

IL_XB_NG_260717 #4602 RT: 46.31 AV:1 NL: 3.02E2
F: ITMS - p ESId Fullms2 1367.59@cid35.00 [365.00-:
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Note: Based on the PGC-
LC elution pattern, this
glycan is annotated as the
a2,3-sialyl linkage isomer.
Due to the lack of robust
fragment ions, this glycan
is otherwise annotated
without sialyl linkage
isomer information.
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Glycan #40a

Complex

Hex,HexNAc,NeuAc,; + Hex;HexNAc,Fuc,
m/z: 1404.0 (2’

IL_VB_NG_260717 #4876 RT: 49.11 AV:1 NL: 3.07El

F: ITMS - p ESId Full ms2 1404.15@cid35.00 [375.00-:
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v
o 1Fuc / i -2Gal Note: Based on the early PGC-
1148 01 - LC elution, this glycan s
1242.01, N-acetyl and annotated as the a2,6-sialyl
065,26 1066.84 water loss 1916.77 linkage isomer. Indication of
1345. core fucose. Due to the lack of
/1533.52 175052 ) robust fragment ions, this
1895.02 | 199 glycan is otherwise annotated
1460.60 1572.43 1692.60 without known sialyl linkage
l m | _IlLLJH isomer information and fucose
| JUNARGE | position.
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Glycan #40b

Complex 3x Ol .\ |— precursor - 14040000~
._H 8000 Explicit
Hex,HexNAc,NeuAc; + Hex;HexNAc,Fuc,; Ol ° . 2
m/z: 1404.0 () ¢ » g
S 4000
el
IL_XB_NG_260717 #5093 RT: 51.49 AV:1 NL: 2.94E1 £ 5000
F: ITMS - p ESId Full ms2 1404.16@cid35.00 [375.00-; 5
100 . 1148.43 D.:,::::,:...,..,.
95 - ¢ a0 51 52 a3
90 g_. ‘ h Retention Time
85 £ A
N-acetvl loss IL_XB_NG_260717.raw (51.47 min)
80 655.34 835'34 y 70y Precursor—
800 +
25 . e O 1383.68 Wl
70 s -1Gal <1
65 -1GlIcNAc P
60 -1Fuc 300 £
78934 ~O 200 +
55 Sy i
50 0 ‘\.\|||I\|!\|wMI\I”H“II”‘ LA ‘ ‘ ‘H HHM .\HHW lI\H\I\Hm
45
40 Note: No indication of core
35 124168 fucose. Based on retention
30 1066.84 time this structure is
25 therefore annotated as
20 1709.68 1890.77 antenna fucosylated with
15 21534 1876 172877 191269 alpha2,3-sialylated.  The
10 572.50 =7 1547.68 1691.77 exact antennary fucosyl
59 424.33 494.00 l ‘ | | linkage(s) (here drawn as
0 --l'--‘--.-‘---'./----‘.---‘- ,,,,,, l..,....,..l. mi I 1 . I AN | alphai,3) remains
400 600 800 1000 1200 1400 1600 1800 2000 undetermined.
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Glycan #41a

Complex

Hex,HexNAc,NeuAc,Fuc, + Hex;HexNAc,
m/z: 1477.0 @)

IL_XB_NG_260717 #4755 RT: 47.93 AV:1 NL: 2.99E1
F: ITMS - p ESId Fullms2 1477.15@cid35.00 [395.00-;
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4000
2’ .\ /. -1Ga| 3500
[ ) -1GlcNAc 1
/ -1F C gzooo
-1NeuAc u gt
-1Ga| o 1000 :
~1GIcNAC on | | ‘ ‘ ‘
139651 0 ety \!H”h\ ‘H‘l\lllllll I “H | ‘|\||‘ ‘HHH |HHM|‘\ \lHH‘\ \!I\Imu
142810 N-acetyl and
1131.43 1~ water loss _
Note: Based on PGC-LC elution
pattern, this glycan is annotated
105743 A 1305.18 1889.69 as the a2,6-sialyl linkage isomer.
: Due to the lack of robust
1727.68 1837.85 ) ) ]
083.01 1566.85 1932.77 fragment ions, this glycan is
P 1524.60 1772.02 105¢ otherwise annotated without
1710.35 [ i known sialyl linkage isomer
l w 1692.77 information and fucose position.
[] 11110 LI .
1000 1200 1400 1600 1800 2000



Glycan #41b = e e
Complex s0m®.

Hex,HexNAc,NeuAc,Fuc, + Hex;HexNAc, 3 O ..’._H
m/z: 1477.0 (%) 2x P

Intensity (1043)
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Glycan #42
Complex

Hex;HexNAc; NeuAc;Fuc,+ Hex;HexNAc,
m/z: 1512.5 ()

IL_XB_NG_260717 #4790 RT: 48.31 AV:1 NL: 2.55E1
F: ITMS - p ESId Fullms2 1512.66@cid35.00 [405.00-:
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Note: Due to the lack
of robust fragment
ions, this glycan s
annotated without
known sialyl linkage
isomer  information
and fucose position.



Glycan #43a

- O oy [ eS|
Complex C}i . i
Hex,HexNAc,NeuAc,Fuc,+ Hex;HexNAc, xO-H .,:. =a
m/Z: 1549-7 (2-) ’\/ %- 1000 ¢ 503
E 800 +
2- o T e 1
IL_VB_NG 260717 #4938 RT: 49.75 AV:1 NL: 3.50 ’ s ]
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E

-2GlcNAC and fucose position.




Glycan #43b

Complex

Hex,HexNAc,NeuAc,Fuc,+ Hex;HexNAc,
m/z: 1549.7 %)

IL_XB_NG_260717 #5160 RT: 52.20 AV:1 NL: 9.20
F: ITMS - p ESId Full ms2 1550.17@cid35.00 [415.00-:
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Glycan #44a
Complex
Hex,HexNAc,NeuAc,Fuc,+ Hex;HexNAc,Fuc,
m/z: 1550.1 )
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957.34 1363.60 195069 linkage isomer. Indication of
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935.92 glycan is otherwise annotated
553.34 1624.68 . . )
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1= U — Al ||‘|| : ,'I‘I,,,I ,‘,I,,,I,l,l isomer information and fucose
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Glycan #44b
Complex

Hex,HexNAc,NeuAc,Fuc,+ Hex;HexNAc,Fuc,
m/z: 1550.1 )

IL_XB_NG_260717 #4652 RT: 46.84 AV:1 NL: 7.88E1

F: ITMS - p ESId Full ms2 1550.17@cid35.00 [415.00-.
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Note: Indication of core
fucose. Due to the lack
of robust fragment ions,
this glycan is otherwise
annotated without
known sialyl linkage
isomer information and
fucose position.



Glycan #44c
Complex

Hex,HexNAc,NeuAc,Fuc,+ Hex;HexNAc,Fuc,
m/z: 1550.1 )

IL_XB_NG_260717 #4769 RT: 48.08 AV:1 NL: 7.28
F: ITMS - p ESId Full ms2 1550.17@cid35.00 [415.00-;
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Note: Indication of core
fucose. Due to the lack
of robust fragment ions,
this glycan is otherwise
annotated without
known sialyl linkage
isomer information and
fucose position.



Glycan #45

Complex

Hex,HexNAc,NeuAc,Fuc, + Hex;HexNAc,
m/z: 1622.7 )

IL_XB_NG_260717 #4995 RT: 50.47 AV:1 NL: 5.97
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Note: Due to the lack
of robust fragment
ions, this glycan is
otherwise annotated
without known sialyl
linkage isomer
information and
fucose position.



Glycan #46a
Complex

Hex,HexNAc,NeuAc,Fuc; + Hex;HexNAc,Fuc;

m/z: 1623.1 ()
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Note: Based on the early PGC-
LC elution, this glycan is
annotated as the a2,6-sialyl
linkage isomer. Due to the lack
of robust fragment ions, this
glycan is otherwise annotated
without known sialyl linkage
isomer information and fucose
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Glycan #46b

Complex

Hex,HexNAc,NeuAc,Fuc, + Hex;HexNAc,
m/z: 1623.1 %)

IL_XB_NG_260717 #4626 RT: 46.57 AV:1 NL:4.21

100
95
90
85
80
75
70
65
60
55
50
45
40
35
30
25
20
15
10

5

ey 1L
3xO—i ."

ax P

ol

8000 T

7000 +

6000 +

5000 +

Intensity

3000 1

2000 +

4000 +

— precursor - 1623.1000—

ds

48 50 52 54
Retention Time

IL_XB_NG_260717.raw (46.10 min)
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Note: Due to the lack
of robust fragment
ions, this glycan s
annotated without
known sialyl linkage
isomer information
and fucose position.
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Glycan #47

Complex

Hex,HexNAc,NeuAc,Fuc; + Hex;HexNAc,
m/z: 1695.7 %)

IL_XB_NG_260717 #4928 RT: 49.76 AV:1 NL: 6.55
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Note: Indication of
core fucosylation. Due
to the lack of robust
fragment ions, this
glycan is otherwise
annotated without
known sialyl linkage
isomer information
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