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Charge observed:
Theoretical ion:
Observedion:
Mass deviation:
Retention time:

Glycan 1
HIN1

Depicted MS? was obtained from
analysis of cell line: HL-60

Monoisotopic mass:

385.16 Da
1-

m/z 384.15
m/z 384.05
m/z 0.10
10.6 min

UniCarb-DB: #171

B341
C,

20210113 CoB-D7_AML4 100um_O_HL60 BRZ1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-042: -All MSn, CID, 9.8-11.9min #304-371
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Monoisotopic mass: 588.24 Da UniCarb-DB: #177 y4
G I yC an 2 Charge observed: 1- ~ Tla
Theoretical ion: m/z 587.23 B l BG
Observed ion: m/z 587.19 To N )
H1N2 Mass deviation: m/z 0.04 Cla )
Retention time: 33.3 min [33 7
Depicted MS? was obtained from 18
analysis of cell line: HL-60 Ylﬁ
Intens.
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Monoisotopic mass: 668.20 Da UniCarb-DB: #3039
G yC an 3 Charge observed: 1-
Theoretical ion: m/z 667.19 B B6
Observed ion: m/z 667.11 la )
H1N28u1 Mass deviation: m/z 0.07 Q
Retention time: 35.0 min 83
Depicted MS? was obtained from
analysis of cell line: MV4-11 YlB
Intens.
6] 20210113 CoB-D10_AML4 100um_O_MV4-11 BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-021: -All MSn, CID, 34.9-35.4min #1103-1118 667 12
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Monoisotopic mass: 676.26 Da UniCarb-DB: #41 O’ZXZG

Glycan da Chageomsemed 1 . {_Ym

Theoretical ion: m/z 675.25 ab
Observedion: m/z 675.17 — ,
HlN lSl Mass deviation: m/z 0.08 Cla 0
Retention time: 30.1 min B3
Depicted MS? was obtained from Note: a-2,6 linkage of sialic acid confirmed
analysis of cell line: TF-1 by neuraminidase S and A treatment
InteGnS'20210113_COB-Fll_AML4_100um_O_TF1_BRl_r02_4uI_lOOum-0.6u|-min-120min-9005ps-|PA—3LMIN-078: -All MSn, CID, 29.8-30.8min #938-970 675 17
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Monoisotopic mass: 676.26 Da UniCarb-DB: #146
yC an 4 Charge observed: 1-

Theoretical ion: m/z 675.25 82
Observedion: m/z 675.18 :
HlN lSl Mass deviation: m/z 0.07 B 9
Retention time: 37.1 min 1 [33
Depicted MS? was obtained from Note: a-2,3 linkage of sialic acid confirmed
analysis of cell line: TF-1 by neuraminidase S and A treatment Y,
|nten75 20210113 _CoB-F11_AML4_100um_O_TF1_BR1 r02_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-078: -MS2(675.19), 36.7-38.7min #1158-1223
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Monoisotopic mass: 750.29 Da
G I yC an 5 Charge observed: 1-
Theoretical ion: m/z 749.28
Observedion: m/z 749.23
H2N2 Mass deviation: m/z 0.05
Retention time: 43.9 min

Depicted MS? was obtained from
analysis of cell line: HL-60

UniCarb-DB: #24
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Monoisotopic mass: 830.25 Da UniCarb-DB: #104 B2a

G I yC an 6 Charge observed: 1- 0,4A3

Theoretical ion: m/z 829.24 BG
Observedion: m/z 829.22 | )
H2N28u1 Mass deviation: m/z 0.02 3 Y, g
Retention time: 43.7 min o
Depicted MS? was obtained from B3
analysis of cell line: MV4-11 YlB
Intenés. 20210113 CoB-D10_AML4_100um_O_MV4-11_BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-021: -All MSn, CID, 43.3-45.0min #1371-1424 899.2)
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Monoisotopic mass: 879.34 Da UniCarb-DB: #191
G I yC an 7 Charge observed: 1-
Theoretical ion: m/z 878.33
Observedion: m/z 878.27
H1N281 Mass deviation: m/z 0.05
Retention time: 46.0 min
Depicted MS? was obtained from Note: a-2,3 linkage of sialic acid confirmed
analysis of cell line: TF-1 by neuraminidase S and A treatment

Intenés,; 20210113_CoB-F11_AML4_100um_O_TF1_BR1_r02_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-078: -All MSn, CID, 45.9-47.1min #1453-1491

x10°> 860.23

2.5 289.96 587.13

il Ml-
2.0 ]

_ B, - Y,k [M-18]%
15 i

i Zlor1

\ Y,
' 878.29
Ylﬁl

- 425.07 675.21
0.5 0471

' 261.97

H 716.9446.19
O T T T T T T i l"l
200 300 400 500 600 700 800



Intens..
x105_

Glycan 8
H2N2F1

Depicted MS? was obtained from
analysis of cell line: MV4-11

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:

Mass deviation:
Retention time:

896.35 Da
1-

m/z 895.34
m/z 895.28
m/z 0.06
37.0 min

UniCarb-DB: #33

Note: Characteristic m/z 348 ion for Lewis a

20210113_CoB-D10_AML4_100um_O_MV4-11_BRZ1_r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-021:
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Glycan 9
HIN1S?2

Depicted MS? was obtained from
analysis of cell line: MV4-11

Monoisotopic mass:

Charge observed:

Theoretical ion:
Observedion:

Mass deviation
Retention time:

967.35 Da

m/z 966.34 m/z
m/z 966.32 m/z
m/z 0.02 m/z

38.1 min

Note: Linkage of sialic acids confirmed by
neuraminidase S and A treatment

UniCarb-DB: #47 YlB
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Monoisotopic mass: 1041.40 Da UniCarb-DB: #48 Yz[s

G I yC an 10a Charge observed: 1-

Theoretical ion: m/z 1040.39 Elution order of isomers BG
Observedion: m/z 1040.35 in line with Jin, ‘
H2N281 Mass deviation: m/z 0.04 Chunsheng, et al. Mol. & B 0
Retention time: 53.5 min Cell. Proteomics 16.5 1d [33
Depicted MS2 was obtained from Note: a-2,3 linkage of sialic acid confirmed  (2017): 743-758. a
analysis of cell line: TF-1 by neuraminidase S and A treatment v Yia
2a
lnteGnS'20210113_COB-FlO_AML4_1OOum_O_TF1_BR1_r01_4uI_1OOum-O.6u|-min-120min-9005ps-IPA-3LMIN-030: -All MSn, CID, 60.5-62.1min #1926-1978
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Monoisotopic mass:
G yC an 10 Charge observed:

H2N2S1

Depicted MS? was obtained from
analysis of cell line: HL-60

Theoretical ion:
Observedion:

Mass deviation:
Retention time:

1041.40 Da

1-

m/z 1040.39
m/z 1040.33

m/z 0.06
61.3 min

Note: a-2,3 linkage of sialic acid confirmed

by neuraminidase S and A treatment

UniCarb-DB: #2643

Elution order of isomers

in line with Jin,

Chunsheng, et al. Mol. &

Cell. Proteomics 16.5
(2017): 743-758.

Inte6n:s. 20210113 _CoB-D7_AML4_100um_O_HL60 BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-042: -All MSn, CID, 53.2-54.5min #1684-1725
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Monoisotopic mass: 1115.43 Da Y4cx Y3a Y20(
G I yC an 11 Charge observed: 1- —
Theoretical ion: m/z 1114.42 [36
Observedion: m/z 1114.38 ,
H3N3 Mass deviation: m/z 0.04 Q
Retention time: 65.8 min [33
Depicted MS? was obtained from
analysis of cell line: MV4-11 Y1B
Inte\,_-?S'20210113_CoB-D10_AML4_100um_O_MV4-11_BR1_rO1_4u|_100um-0.6u|—min-120min-9005ps-|PA—3LMIN-021: -All MSn, CID, 65.6-67.0min #2082-2127
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Monoisotopic mass:

GIyC an 12a Charge observed:

H2N2F1S1

Depicted MS? was obtained from
analysis of cell line: HL-60

Theoretical ion:
Observedion:

Mass deviation:
Retention time:

1187.45 Da
1-

m/z 1186.44
m/z 1186.37
m/z 0.07
47.7 min

UniCarb-DB: #493

Note: a-2,3 linkage of sialic acids confirmed by neuraminidase S
and A treatment; m/z 364 fragment indicates Lewis X

Inteng
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Glycan 12b
H2N2F1S1

Depicted MS? was obtained from
analysis of cell line: TF-1

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:

Mass deviation:
Retention time:

Note: a-2,3 linkage of sialic acids confirmed by neuraminidase S and A
treatment; m/z 325 and m/z 409 fragment indicate a H-epitope

1187.45 Da
1-

m/z 1186.44
m/z 1186.40
m/z 0.04
62.5 min

UniCarb-DB: #165

3

86 04p,
9

Int§5n5-20210113_COB-F1O_AML4_1OOum_O_TF1_BR1_r01_4uI_100um-0.6u|—min-120min-9OOsps-IPA-3LMIN-030: -All MSn, CID, 62.2-63.1min #1979-2010
X160 ] 895.31
6 Y3a1
N . [M-60] *
20 M-18]+
Z0alZ16) IM-18]
389.03
1-
Yaq Vol 110837
1_
] 02,1 [Z2alY 2] 715-27 1040.56
23326 1168.39
1126.35
\ 408.99 509.09 569.14 01926 8530 j 988.34
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Glycan 13
HIN1S3

Depicted MS? was obtained from
analysis of cell line: TF-1

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:

Mass deviation:
Retention time:

1258.45 Da

1- 8
m/z 1257.44
m/z 1257.40
m/z 0.04
39.9 min 3

Note: m/z 581 indicates two sialic acids linked to each other

Intenés'- 20210113 CoB-F10 AML4 100um_O_TF1 BR1 r01 4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-030: -All MSn, CID, 39.4-41.3min #1252-1315
x10 966.32

4

675.21 1
Y2x
Y1al- or [YZB/ YZG] 1-

3_

2_

1- 581.14

922 33 1239.38
657pP1 l l
O_ | , | , | — l : | | , | 1 ¢
200 400 600 800 1000 1200
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Glycan 13
HIN1S3

Depicted MS? was obtained from
analysis of cell line: TF-1

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:

Mass deviation:
Retention time:

1258.45 Da
2-

m/z 628.22
m/z 628.15
m/z 0.05
39.9 min

Note: m/z 581 indicates two sialic acids linked to each other

Inteng. 20210113 CoB-F10_AML4 100um_O_TF1 BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-030: -All MSh, CID, 40.0-41.0min #1272-1304
x10 ] 675.18

6_
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5. L 581.14
n 1x\ 966.33
290.01
21 \
619.12
482.62537 13
0 T ' * — ; ! ' T A T ' T '
200 400 600 800 1000 1200 m/z
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Inte7n:
x1Q" |
85

Glycan 14
H2N2S2

Depicted MS? was obtained from
analysis of cell line: HL-60

Monoisotopic mass: 1332.48 Da
Charge observed: 1-

Theoretical ion: m/z 1331.47
Observedion: m/z 1331.44
Mass deviation: m/z 0.03
Retention time: 65.4 min

Note:: a-2,3 linkage of both sialic acids confirmed by neuraminidase S and A
treatment as no species were detected with a-2,6 as a digested H2N2S1

UniCarb-DB: #502

P+ 20210113 CoB-D7_AML4 100um_O_HL60 BRZ r01 4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-042: -All MSn, CID, 64.9-67.3min #2059-2135
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2a’ 72 1022.35 1287 46

0.5 14 1- :

- ZoolZ16] - st [YaolVog]
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200 400 600 800 1200 m/z
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Glycan 14
H2N2S2

Depicted MS? was obtained from
analysis of cell line: HL-60

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:

Mass deviation:
Retention time:

Note:: a-2,3 linkage of both sialic acids confirmed by neuraminidase S and
treatment as no species were detected with a-2,6 as a digested H2N2S1

1332.48 Da
2-

m/z 665.23
m/z 665.19
m/z 0.04
65.4 min

UniCarb-DB: #169

'”teé‘s- 20210113 _CoB-D7_AML4 100um_O HL60 BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-042: -All MSn, CID, 65.1-66.6min #2064-2112
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[Zaol Yo 665.17
569.15 )
| Y. Y 1 ZZal or ZlB
0.5 . -
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407.09 \ 749.23
\ 587.17 f 860.32  g9g2.33
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Glycan 15
H2N2S2Sul

Depicted MS? was obtained from
analysis of cell line: TF-1

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:

Mass deviation:
Retention time:

Note: a-2,3 linkage of both sialic acids confirmed by neuraminidase S and A
treatment as no species were detected with a-2,6 as a digested H2N2S1Sul

1412.44 Da UniCarb-DB: #2650

2-

m/z 705.21
m/z 705.14
m/z 0.07
58.3 min

INteNs. 50210113 CoB-F10_AML4_100um_O_TF1 _BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-030: -All MSn, CID, 58.0-59.4min #1847-1890
xlCS5 ]
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1.6
2. 7
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le1
0.6 1-
[Y3cx/ YZB]
044 1-
559.58 4
289.98 795.19
0.4
829.19 Yaa' or [Y25 -80]
1040.25
0.2]
683.09 u
OO— | . . | v . - I.hl | } ‘I‘ : 1 » | e I\.l " lllu ‘I’ . . . . | . . | . | . L
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Monoisotopic mass: 1478.54 Da UniCarb-DB: #61
Glycan 16 cuawoiones” 2

Theoretical ion: m/z 738.26

Observed ion: m/z 738.21
H2N2F182 Mass deviation: m/z 0.05

Retention time: 54.6 min
Depicted MS? was obtained from Note: a-2,3 linkage of both sialic acids confirmed by neuraminidase S
analysis of cell line: HL-60 and A treatment as no species were detected with a-2,6 as a digested

H2N2F1S1; m/z 364 fragment indicates Lewis X
InteE?S'20210113_CoB-D7_AML4_100um_O_HL60_BR1_r01_4uI_1OOum-O.6u|-min-120min-9OOsps-IPA-:%LMIN-042: -All MSn, CID, 54.3-55.8min #1721-1768
x19 5 1186.40

1.0

Y3a'1_ or YZBl_

08 AN

2.
0.6 - [M-60]* \
289.99 ~1x 708.19
0.4 [Ysa'/ YZB] o Z3a’1_ or ZZBl_
738.20 Zoot or Z1g"
[Yoq/Caol Yag] 100628 Yo b Yigh
0.2 346.06 3. 1 /
- 5;22 895.32 1168.41
/ ¢ \ 1024.36  1108.40
00— N e lel. SR WU W U Y
300 400 500 600 700 800 900 1000 1100 m/z
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Glycan 17
H2N2F1S25ul

Depicted MS? was obtained from

Monoisotopic mass: 1558.50 Da
Charge observed: 2-
Theoretical ion: m/z 778.25
Observedion: m/z 778.20
Mass deviation: m/z 0.05
Retention time: 51.6 min

UniCarb-DB: #2947

5

analysis of cell line: M-07e
Y, 46
Int%ns. 20210113 CoB-G6_AML4_100um_O_MO07e_BRZ1 r03_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-053; -MS2(778.19), 52.1-52.7min #1656-1676
x10
1.9 632.61
1.0 Y3cx'1_ or YZBl_
2- 2-
Y3cx' or YZB \
0.8 1266.35
0.6
1 -
le [Y3G'/ YZB] !
0.4
289.95 975.21
0.2 ZBa'l_ or ZZBl_
1248.38
698.20 \
0.0+ I I I W1 - IHII.. A II.LII.;.\JHI? .Ii I L , \ . \ —i I : I
200 400 600 800 1000 1200 1400 m/z



Monoisotopic mass: 1697.61 Da
G I yC an 1 8 a Charge observed: 2-
Theoretical ion: m/z 847.80
Observedion: m/z 847.76
H3N382 Mass deviation: m/z 0.04
Retention time: 77.0 min

Depicted MS? was obtained from
analysis of cell line: TF-1

YSG Y4G
B6
Ol @
3
Y. Yag

Inteans'20210113_CoB-FlO_AML4_100um_O_TF1_BR1_r01_4uI_1OOum-O.6u|-min-120min-9005ps-|PA—3LMIN-030: -All MSn, CID, 76.6-78.0min #2440-2483
x10 1405.50
1.0
0.8
Y50(1_ or YZBl_
0.6
le1
0.4 ]
[Y50(, YZB] !
Y, Y.L
290.00 4o or T1B
Y5a o or YZB o
0.2 838.77
¢ 1114.39
202.20 l 1243.42 l
OO- | \ : \ | : ™ \ | A Il \ Jl.ll A - N \ \ | A : I.l | IJ
200 400 600 800 1000 1200 1400 m/z
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Glycan 18b

H3N3S2

Depicted MS? was obtained from
analysis of cell line: HL-60

Monoisotopic mass:
Charge observed:
Theoretical ion:
Observedion:
Mass deviation:
Retention time:
Note: a-2,3 linkage of both sialic acids confirmed by neuraminidase S
and A treatment as no species were detected with a-2,6 as H3N3S1

1697.61 Da
2-

m/z 847.80
m/z 847.75
m/z 0.05
82.1 min

'”teé‘f5' 20210113 CoB-D7_AML4 100um_O_HL60 BR1 r01 4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-042: -All MSh, CID, 81.9-82.7min #2598-2624
x10 | 1405.48
1.25
1 1- -
1.09 Yool or Yaop'
0.7%
lel_
0.50 [Ysa, Yol o
Y5a 2 or YZB o Y40ll- or Ylﬁl_
289.96
0.25
838.78 1114.36
_ 202.16 1243.41 l
0.06~ I : \ \ lnlh o .n.ullhl L uoA I \ N — i b hal IJJ :
200 400 600 800 1000 1200 1400 m/z
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Yos

Monoisotopic mass: 1843.67 Da
G I yC an 1 9 Charge observed: 2-
Theoretical ion: m/z 920.79 [36
Observedion: m/z 920.77 { ,
H3N3F182 Mass deviation: m/z 0.02 O—R )—i* »
Retention time: 69.2 min Y
Depicted MS? was obtained from Sa Y4O‘ \ 3
analysis of cell line: HL-60 YlB
Inte6ns. 20210113_CoB-D7_AML4 100um_O_HL60 BR1 r01_4ul_100um-0.6ul-min-120min-900sps-IPA-3LMIN-042: -All MSn, CID, 68.8-70.2min #2181-2227
x10 1551.54
1.0
1- 1-
0.8 Y5cx or YZB
0.6
M-18]%
0.4 lel- [ ]
- 1- 1-
[Y5a, YZB] ! Y40( or YlB
0.2 911.77
289.98
1260.48  1389.49
749.23 : | |
0.0- I : I : - booa A J“ I \ N\ A A I N I
200 400 600 800 1000 1200 1400 m/z
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