
Mass (expt'l) Mass (cal'd)
Mass Error 

(ppm)
RT (min) Hex HexNAc Fuc NeuAc Intensity Total Intensity/HMO % Abundance

Relative % 
Abundance

1 635.227 635.227 0.910 31.52 2 0 0 1 15542941
2 635.227 635.227 0.120 23.31 2 0 0 1 3297373
3 636.247 636.248 0.750 27.77 2 0 2 0 125155
4 636.248 636.248 0.500 24.41 2 0 2 0 130076
5 636.248 636.248 0.810 21.06 2 0 2 0 4467743
6 709.263 709.264 1.190 31.56 3 1 0 0 383842
7 709.263 709.264 0.920 30.71 3 1 0 0 71657
8 709.264 709.264 0.360 18.09 3 1 0 0 83774
9 709.265 709.264 0.900 21.01 3 1 0 0 2874312
10 709.265 709.264 1.880 20.51 3 1 0 0 65235440 68649025 22.22 41.87
11 750.290 750.291 0.140 16.84 2 2 0 0 135501
12 781.285 781.285 0.750 28.48 2 0 1 1 422564
13 855.321 855.322 1.360 23.22 3 1 1 0 71440
14 855.321 855.322 0.770 31.02 3 1 1 0 67035
15 855.322 855.322 0.540 19.78 3 1 1 0 24302818
16 855.322 855.322 0.070 16.59 3 1 1 0 17451868
17 855.322 855.322 0.150 15.09 3 1 1 0 251258
18 855.322 855.322 0.270 24.59 3 1 1 0 253161 42397580 13.72 25.86
19 1000.361 1000.359 1.120 34.16 3 1 0 1 18391472
20 1000.361 1000.359 2.020 30.66 3 1 0 1 13397574
21 1001.378 1001.380 1.570 19.74 3 1 2 0 221006
22 1001.380 1001.380 0.120 16.14 3 1 2 0 5106761
23 1074.397 1074.396 0.320 27.28 4 2 0 0 3256245
24 1074.398 1074.396 1.710 26.83 4 2 0 0 259112
25 1074.399 1074.396 2.180 24.76 4 2 0 0 2144292
26 1074.400 1074.396 3.850 23.91 4 2 0 0 3124071
27 1074.402 1074.396 5.330 20.74 4 2 0 0 149504 8933224 2.89 5.45
28 1146.419 1146.417 1.220 32.91 3 1 1 1 163065
29 1146.419 1146.417 1.580 29.78 3 1 1 1 1730208
30 1146.419 1146.417 1.660 28.09 3 1 1 1 95941
31 1146.420 1146.417 2.710 28.94 3 1 1 1 739462
32 1220.457 1220.454 2.640 19.56 4 2 1 0 132091
33 1220.458 1220.454 2.980 26.44 4 2 1 0 1216730
34 1220.458 1220.454 3.140 25.34 4 2 1 0 242071
35 1220.459 1220.454 4.200 20.76 4 2 1 0 3823837
36 1220.460 1220.454 4.700 23.69 4 2 1 0 4857376 10272105 3.33 6.27
37 1365.492 1365.492 0.460 33.07 4 2 0 1 2421761
38 1365.493 1365.492 0.820 31.49 4 2 0 1 12272269
39 1366.512 1366.512 0.020 18.55 4 2 2 0 1438609
40 1366.512 1366.512 0.240 26.04 4 2 2 0 375671
41 1366.513 1366.512 0.600 17.90 4 2 2 0 453549
42 1366.514 1366.512 1.110 19.62 4 2 2 0 5211816
43 1366.514 1366.512 1.550 26.89 4 2 2 0 174909
44 1366.515 1366.512 1.990 23.41 4 2 2 0 243830
45 1366.515 1366.512 2.140 21.16 4 2 2 0 3606893
46 1366.520 1366.512 5.420 20.69 4 2 2 0 308599 11813876 3.82 7.21
47 1439.529 1439.528 0.520 27.41 5 3 0 0 1541034
48 1439.530 1439.528 0.790 27.90 5 3 0 0 2399440
49 1439.531 1439.528 1.560 29.26 5 3 0 0 506490 4446964 1.44 2.71
50 1511.552 1511.550 1.330 29.90 4 2 1 1 798112
51 1511.552 1511.550 1.330 34.10 4 2 1 1 1649005
52 1511.552 1511.550 1.450 32.74 4 2 1 1 538658
53 1511.552 1511.550 1.650 28.90 4 2 1 1 3026840
54 1511.552 1511.550 1.730 31.01 4 2 1 1 18008512
55 1512.573 1512.570 1.730 25.46 4 2 3 0 352601
56 1512.573 1512.570 1.860 18.32 4 2 3 0 539814
57 1512.573 1512.570 2.060 19.52 4 2 3 0 1665028
58 1512.574 1512.570 2.770 23.29 4 2 3 0 149446
59 1585.588 1585.586 1.090 28.71 5 3 1 0 123867
60 1585.589 1585.586 1.470 27.15 5 3 1 0 1034125
61 1585.589 1585.586 1.600 26.07 5 3 1 0 2331095
62 1585.589 1585.586 1.720 29.04 5 3 1 0 84584
63 1585.589 1585.586 1.850 27.74 5 3 1 0 360977
64 1585.590 1585.586 2.290 25.64 5 3 1 0 1440343
65 1585.590 1585.586 2.480 23.34 5 3 1 0 403433
66 1585.591 1585.586 2.990 24.70 5 3 1 0 3343641
67 1585.591 1585.586 2.990 26.62 5 3 1 0 521363 9643428 3.12 5.88
68 1657.611 1657.607 1.810 29.44 4 2 2 1 1948912
69 1657.611 1657.607 1.870 32.64 4 2 2 1 994091
70 1658.634 1658.628 3.680 24.12 4 2 4 0 293881
71 1730.626 1730.624 1.390 32.80 5 3 0 1 3094320
72 1731.643 1731.644 0.840 26.95 5 3 2 0 137952
73 1731.643 1731.644 0.780 27.49 5 3 2 0 123413
74 1731.645 1731.644 0.480 21.71 5 3 2 0 184096
75 1731.646 1731.644 1.050 26.01 5 3 2 0 615407
76 1731.647 1731.644 1.390 24.89 5 3 2 0 2078025
77 1731.648 1731.644 2.310 24.46 5 3 2 0 588272
78 1731.649 1731.644 3.020 23.49 5 3 2 0 3945636
79 1731.650 1731.644 3.540 20.54 5 3 2 0 126422 7799223 2.52 4.76
80 1804.661 1804.661 0.410 27.82 6 4 0 0 2165661
81 1804.662 1804.661 1.020 28.98 6 4 0 0 489113
82 1804.663 1804.661 1.180 29.43 6 4 0 0 200856
83 1804.665 1804.661 2.560 29.73 6 4 0 0 67958
84 1876.682 1876.682 0.170 33.60 5 3 1 1 436540
85 1876.682 1876.682 0.380 29.55 5 3 1 1 137519
86 1876.683 1876.682 0.590 32.51 5 3 1 1 675608
87 1876.684 1876.682 1.120 31.12 5 3 1 1 1571989
88 1877.705 1877.702 1.380 20.12 5 3 3 0 128644
89 1877.705 1877.702 1.440 21.87 5 3 3 0 162902
90 1877.705 1877.702 1.500 23.14 5 3 3 0 819140
91 1877.705 1877.702 1.610 25.39 5 3 3 0 185966
92 1877.706 1877.702 2.020 24.17 5 3 3 0 622577
93 1877.706 1877.702 2.180 19.32 5 3 3 0 194413
94 1877.707 1877.702 2.390 18.76 5 3 3 0 114208
95 1877.707 1877.702 2.620 21.20 5 3 3 0 904241
96 1877.712 1877.702 5.160 20.71 5 3 3 0 206536
97 1877.715 1877.702 6.920 22.76 5 3 3 0 590918
98 1950.720 1950.719 0.580 27.84 6 4 1 0 1010927
99 1950.720 1950.719 0.630 27.21 6 4 1 0 1801486
100 1950.721 1950.719 1.040 27.50 6 4 1 0 1229963
101 1950.721 1950.719 1.440 27.93 6 4 1 0 168594
102 1950.723 1950.719 2.220 26.61 6 4 1 0 1906334
103 2022.741 2022.740 0.650 33.04 5 3 2 1 617970
104 2022.742 2022.740 0.890 27.86 5 3 2 1 77615
105 2022.742 2022.740 1.340 30.45 5 3 2 1 990479
106 2022.743 2022.740 1.380 31.14 5 3 2 1 113477
107 2022.743 2022.740 1.540 29.07 5 3 2 1 158412
108 2023.760 2023.760 0.190 19.29 5 3 4 0 109187
109 2023.763 2023.760 1.380 20.35 5 3 4 0 71895
110 2023.765 2023.760 2.220 20.99 5 3 4 0 281045
111 2023.775 2023.760 7.450 22.73 5 3 4 0 638091
112 2095.757 2095.756 0.440 32.62 6 4 0 1 1274546
113 2095.760 2095.756 1.970 32.66 6 4 0 1 165712
114 2096.779 2096.776 1.110 27.89 6 4 2 0 83681
115 2096.779 2096.776 1.350 27.31 6 4 2 0 410441
116 2096.780 2096.776 1.670 25.04 6 4 2 0 145179
117 2096.780 2096.776 1.910 25.41 6 4 2 0 336567
118 2096.781 2096.776 2.160 26.74 6 4 2 0 1525597
119 2096.784 2096.776 3.450 24.05 6 4 2 0 270416
120 2168.796 2168.798 0.540 32.53 5 3 3 1 136760
121 2168.798 2168.798 0.040 30.08 5 3 3 1 399928
122 2169.773 2169.793 9.140 29.20 7 5 0 0 89161
123 2169.799 2169.793 2.830 28.64 7 5 0 0 68708
124 2169.800 2169.793 3.200 29.17 7 5 0 0 268513
125 2169.826 2169.818 3.810 20.78 5 3 5 0 170348
126 2241.812 2241.814 0.780 33.60 6 4 1 1 169042
127 2241.813 2241.814 0.650 32.16 6 4 1 1 1049454
128 2241.814 2241.814 0.030 31.47 6 4 1 1 646143
129 2241.822 2241.814 3.620 32.40 6 4 1 1 100709
130 2242.836 2242.834 0.590 26.05 6 4 3 0 194536
131 2242.838 2242.834 1.700 24.50 6 4 3 0 350278
132 2242.838 2242.834 1.700 25.09 6 4 3 0 545210
133 2242.838 2242.834 1.750 26.64 6 4 3 0 179195
134 2242.839 2242.834 1.910 25.69 6 4 3 0 409421
135 2315.852 2315.851 0.580 27.75 7 5 1 0 283968
136 2315.854 2315.851 1.170 28.19 7 5 1 0 484353
137 2315.854 2315.851 1.360 28.61 7 5 1 0 165668
138 2387.874 2387.872 0.880 31.23 6 4 2 1 828706
139 2387.874 2387.872 0.880 33.30 6 4 2 1 197648
140 2388.895 2388.892 1.010 25.64 6 4 4 0 66739
141 2388.897 2388.892 2.000 21.69 6 4 4 0 80621
142 2388.899 2388.892 2.720 24.65 6 4 4 0 181130
143 2388.901 2388.892 3.600 24.02 6 4 4 0 92293
144 2460.890 2460.888 0.820 33.58 7 5 0 1 102132
145 2461.909 2461.909 0.050 27.56 7 5 2 0 179534
146 2461.909 2461.909 0.300 26.99 7 5 2 0 133031
147 2533.931 2533.930 0.510 30.18 6 4 3 1 155411
148 2534.931 2534.925 2.350 28.76 8 6 0 0 101978
149 2534.933 2534.925 3.180 29.28 8 6 0 0 128987
150 2606.954 2606.946 2.870 32.13 7 5 1 1 206206
151 2607.972 2607.967 2.270 27.07 7 5 3 0 146165
152 2607.979 2607.967 4.830 26.44 7 5 3 0 128964
153 2680.988 2680.983 1.810 28.79 8 6 1 0 80621
154 2680.990 2680.983 2.620 28.09 8 6 1 0 74508
155 2680.991 2680.983 2.850 28.42 8 6 1 0 155315
156 2753.008 2753.004 1.570 31.90 7 5 2 1 149827
157 2753.009 2753.004 1.750 31.23 7 5 2 1 128034
158 2754.029 2754.024 1.600 26.98 7 5 4 0 67070
159 2827.046 2827.041 1.960 28.08 8 6 2 0 408877
160 2899.069 2899.062 2.480 30.97 7 5 3 1 87411
161 2972.084 2972.078 1.720 32.23 8 6 1 1 103528
162 2973.106 2973.099 2.330 27.64 8 6 3 0 220896
163 3046.120 3046.115 1.750 29.26 9 7 1 0 70458
164 3118.141 3118.136 1.610 31.89 8 6 2 1 104834
165 3192.178 3192.173 1.410 28.67 9 7 2 0 83957

308914196 163955425 53.07
Total Intensity Total Relative Intensities % HMO monitored

Supplementary Material, Table 1: List of possible HMOs, their masses, retention times, and compositions


