McLean Group Collision Cross Section Database
**MALDI Generated Data***

Biomolecular Name (parent name if species m/z Q o (# of
Class fragmented) (Da) (A% measurements)
Carbohydrates”
carbohydrate B, (LNFP1) [M+Na]" 331.0 118.6 0.5(7)
carbohydrate Y, (LNFP2) [M+Na]" 365.1 113.5 1.3(8)
carbohydrate Y, (LNFP1) [M+Na]" 365.1 112.8 1.3(12)
carbohydrate B, (P1 penta) [M+Na]” 388.0 114.1 1.1(5)
carbohydrate 2*A; (H-type2-LN-LN) [M+Na]" 391.1 110.9 0.5(5)
carbohydrate C, (P1 penta) [M+Na]" 406.1 118.3 2.1(9)
carbohydrate C, (Lec-Lec) [M+Na]” 406.1 126.1 6.1(5)
carbohydrate C,(GNLNLN) [M+Na]" 406.1 115.3 0.1(5)
carbohydrate C,(LNT) [M+Na]" 406.1 119.4 1.5(5)
carbohydrate #%As (P1 antigen) [M+Na]"* 407.0 119.0 3.7(5)
carbohydrate **A; (Gala3-typel) [M+Na]"* 407.3 118.5 0.6(8)
carbohydrate Y3&C;3 (LNFP1) [M+Na]" 409.4 125.6 1.4(9)
carbohydrate Y2&C; (LNFP2) [M+Na]" 409.4 139.5 2.4(9)
carbohydrate Y, (P1 antigen) [M+Na]" 434.0 131.0 1.4(5)
carbohydrate 35 (P1) [M+Na]" 437.0 135.3 0.9(5)
carbohydrate Y,-N, (H-type2-LN-LN) [M+Na]" 438.5 135.4 1.2(5)
carbohydrate Z14 (Di-Le®) [M+Na]" 441.4 138.8 0.9(9)
carbohydrate Y,-N,(Lec-Lec) [M+Na]" 447.4 134.5 2.1(12)
carbohydrate Y,-N, (GNLNLN) [M+Na]" 447.4 131.2 1.4(5)
carbohydrate Y,-N, (P1 penta) [M+Na]" 447 .4 134.1 0.3(8)
carbohydrate Y,-N, (P1) [M+Na]* 447.4 131.0 0.8(8)
carbohydrate 2%A3 (LNT) [M+Na]* 448.4 124.0 0.9(14)
carbohydrate **As (GNLNLN) [M+Na]" 448.4 115.1 0.5(8)
carbohydrate L3A; (Gala3-typel) [M+Na]* 448.4 128.0 2.0(5)
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0.7(8)
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0.7(10)
0.5(5)
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1.0(17)
0.7(18)
0.8(7)
0.6(5)
0.7(5)
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4.0(5)
0.7(8)
1.3(15)
1.2(5)
1.5(12)
0.9(18)
0.7(15)
1.3(11)
1.8(20)
0.5(5)
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Y (H-type2-LN-LN)
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Footnotes on table nomenclature:

1. Carbohydrate nomenclature:

LNFP1
LNFP2
LNFP3
LNFP5
LNDFH1
LNDFH2

[M+Na]
[M+Na]"
[M+Na]
[M+Na]
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"
[M+Na]"

1002.4
1015.9
1016.0
1022.9
1022.9
1043.9
1046.8
1064.4
1105.1
1133.4
1157.0
1178.0
1182.0
1206.0
1206.4
1283.2
1324.2
1352.2

Fucal-2GalB1-3GIcNAcB1-3GalB1-4Glc
GalB1-3[Fucal-4]GIlcNAcB1-3GalB1-4Glc
GalB1-4[Fucal-3]GIcNAcB1-3GalB1-4Glc
GalpB1-3GIcNAcB1-3GalBl-4[Fucal-3]Glc
Fucal-2GalB1-3[Fucal-4]GIcNAcB1-3Galf1-4Glc
Galp1-3[Fucal-4]GIcNAcB1-3GalBl-4[Fucal-3]Glc

206.2
220.6
220.3
225.6
220.6
230.5
234.9
230.2
2315
241.9
231.4
232.3
231.7
232.6
239.3
243.8
2455
252.1

0.6(30)
2.3(24)
2.7(5)
1.1(18)
1.0(18)
0.8(25)
3.0(6)
3.3(11)
0.5(10)
0.56(23)
0.6(5)
0.7(5)
2.0(5)
0.6(5)
0.3(5)
0.7(5)
0.4(7)
0.6(7)



Gala3-typel Galal-3GalB1-3GIcNAcB-Sp

P1 Galal-4GalB1-4GIcNAcB-Sp
P1 penta Galb1-3GalNAcB1-3Galal-4GalB1-4GIcNACB-Sp
H-type2-LN-LN Fucal-2(GalB1l-4GIcNACcB1-3)3B -Sp
Lec-Lec GalB1-3GIcNAcB1-3GalB1-3GIcNACB-Sp
GNLNLN GIcNACB1-3(Galp1-4GIcNACB1-3).B-Sp
LNT GalB1-3GIcNAcB1-3GalB1-4GIcNACB-Sp
P1 antigen Galal-4GalB1-4GIcNAcB1-3GalB1-4Glcp-Sp
Di-Le”* Galp1-3[Fucal-4]GIcNAcB1-3GalB1-3[Fucal-4]GIcNACB-Sp
3'SLN-Lec Neu5Aca2-3GalpB1-4GIcNAcB1-3Galp1-3GIcNACB-Sp
Tri-LacNAc (GalB1-4GIcNAcB1-3)sB-Sp
a-cyclodextrin Cyclomaltohexaose
B-cyclodextrin Cyclomaltoheptaose
Fuc - Fucose

Gal - Galactose

Glc - Glucose

GIcNACc - N-acetylglucosamine

GalNAc - Nacetylgalactosamine

Neu5Ac - N-Acetylneuraminic Acid

Sp — alkyne spacer not utilized in these studies but which readily loses N, in the MS accounting for some
carbohydrate fragment peaks
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Scheme S2. Carbohydrate fragmentation is specified in Domon-Costello nomenclature (Domon B, Costello
CE (1988) Glycoconjugate J 5: 397-409)



