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Important notes

* The retention time (RT) in the table is after correction

* The depicted chromatogram is before RT correction
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15uL_1x150c0l 48 #2427-2615 RT: 14.90-15.90 AV: 189 NL: 1.30E4 20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15uL_1x150c0l 48 #2615-2803 RT: 15.90-16.90 AV: 189 NL: 1.42E5
T: F;I';\:Ii + p ESI sid=15.00 Full ms [500.0000-3000.0000] Average_MaSS Apex_RT Concentration T: F;I‘(;\(Ai + p ESI sid=15.00 Full ms [500.0000-3000.0000] Ave rage_MaSS Apex_RT Concentration
05 47637.6 15.69 6.71 o5 120000 47353.9 16.35 3.23
%02 47232.5 15.72 1.02 %0- 13878 47673.5 16.35 0.26
e 125450 45886.3 15.97 0.69 e 47583.2 16.44 5.65
e 47713.2 16.19 2.64 e rzeer 140384 48177.0 16.57 0.80
70- 130204 48277.3 16.22 8.43 705 47858.6 16.60 1.36
e 122245 N 47593.5 16.62 1.36
o 605 o 60 1223.98
§ o i § o - 47696.9 16.64 104.52
3 505 3 505 47475.3 16.87 1.07
£ 453 £ 116341 46769.9 17.12 0.63
e o s SINE 145150 477407 17.12 0.58
202 1162.87 ' %07 11432 48219.6 17.19 0.33
2 %1 e 163957 476488  17.27 0.41
203 112367 1489.66 20
15; 1513.59 1% 11016 1590.87 1767.54 16300 46627.8 17.29 2.72
104 1588.89 104 1084.99 1908.81 2074.71
s 1740.59 3 8
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #2803-2937 RT: 16.90-17.60 AV: 135 NL: 2.65E4 20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0Op15flow_15ul_1x150col_48 #2937-3074 RT: 17.60-18.30 AV: 138 NL: 5.65E4
T F1T(;\:|)S+pESI sid=15.00 Full ms [500.0000-3000.0000] Average_Mass Apex_RT Concentration T F1T(;\(A:+pES| sid=15.00 Full ms [500.0000-3000.0000] Average_Mass Apex_RT Concentration
o 1364.7 46545.6 17.34 1.92 o5 12841;?-45 47117.0 18.04 0.54
% 46362.3 17.37 1.97 %0- 308,05 47257.3 18.09 2.02
8 1256.52 onns 46997.1 17.37 0.62 853 46590.6 18.09 1.74
- 47646.5 17.47 6.48 e 1250.98 47064.0 18.19 2.01
70 47799.5 17.57 0.52 70] 48701.9 18.27 3.52
65 122034 47714.7 17.59 4.13 65 Hapae 47389.4 18.37 9.68
§ o0 48535.5 17.59 0.70 g 602 46758.7 18.37 1.97
E 144571 474327  17.62 0.38 Fiee 12104 148539 466757  18.44 8.80
£ 4 119377 47468.5 17.69 0.62 2 4o 188,40 47049.5 18.44 2.48
g 40 wor.06 47530.0 17.74 9.15 g 40 47943.2 18.44 1.76
zj 116462 154003 47708.8 17.77 8.05 e eas ard 47079.4 18.44 0.92
47571.0 17.84 6.04 e 1584.33 46933.3 18.49 10.48
1136.91 47416.8 17.84 4.78 2= I 1636.92 48549.1 18.49 2.43
19902 464373 47634.8 17.84 2.29 153 10563 169741 476027 46743.2 18.49 0.89
10787+ 1767.96 469621  17.92 0.54 b PP 481802 1854 0.93
LALLM 51291.5 17.94 0.66 U A .. 46800.7 18.59 2.61
1000 1100 1200 1300 1400 1500 1600 1700 . 1800 1900 2000 2100 2200 2300 2400 2500 1000 1100 1200 1300 1400 1500 1600 1700 e 1800 48 1814 1867 1135
47632.8 18.69 1.23

47374.0 18.69 0.99
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3074-3138 RT: 18.30-18.60 AV: 65 NL: 1.83E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

Average Mass Apex_RT Concentration

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #3138-3160 RT: 18.60-18.70 AV: 23 NL: 1.97E5
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]

100
9
9

1282.90

Average_Mass Apex_RT Concentration
47430.5 19.05 23.64

100
05 46954.5 18.72 0.67
3 1282.19 | 1353.35
907 47053.6 18.74 1.66
e 46872.7 18.74 1.34
755 1391.99 48685.7 18.82 40.66
70% 48019.8 18.87 2.26
o NE 48600.5 18.92 2.09
8 607 1218.13
8 o7 47609.6 18.97 6.58
e 118845 1432.91
2 509 46657.5 18.99 1.34
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3160-3193 RT: 18.70-18.85 AV: 34 NL: 2.42E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
1005 mrses
9571
goé 1279.01

1391.78

857
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555

505
e 1213.48 1526.37

1183.14
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #3193-3227 RT: 18.85-19.00 AV: 35 NL: 5.06E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

Average_Mass Apex_RT Concentration

N W
o O
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N
o
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3 1100.65
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col 48 #3227-3296 RT: 19.00-19.30 AV: 70 NL: 3.45E5
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #3296-3364 RT: 19.30-19.60 AV: 69 NL: 1.56E5
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]

46879.2 19.44 1.34
47405.1 19.47 15.81
47746.4 19.47 14.49
48486.2 19.47 0.90
48585.4 19.52 77.15
47006.9 19.57 1.47
47526.4 19.59 82.22
46958.0 19.62 6.73
47576.8 19.62 1.65
47673.5 19.67 85.99
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3364-3397 RT: 19.60-19.75 AV: 34 NL: 7.92E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
100
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #3397-3454 RT: 19.75-20.00 AV: 58 NL: 5.10E5

Average_Mass Apex_RT Concentration

100
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3454-3548 RT: 20.00-20.40 AV: 95 NL: 8.82E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3548-3629 RT: 20.40-20.75 AV: 82 NL: 1.63E5

Average_Mass Apex_RT Concentration
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48620.1 20.47 12.47 NE 1309.29 46930.8 20.92 2.77
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855
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3629-3732 RT: 20.75-21.20 AV: 104 NL: 3.48E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3732-3776 RT:

='o zo = == == =a

q T: FTMS ESl sid=15.00 Full 00.0000-3000.0000
Average_Mass Apex_RT Concentration * PESISAT1S00 Fulms (5 :

='s

T T
==Y

T
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21.20-21.40 AV: 45 NL: 1.21E5

Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #3776-3896 RT: 21.40-21.95 AV: 121 NL: 4.05E4
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #3896-3953 RT: 21.95-22.20 AV: 58 NL: 5.26E4
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]

Average Mass Apex_RT Concentration

Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3953-3999 RT: 22.20-22.40 AV: 47 NL: 9.39E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #3999-4043 RT: 22.40-22.60 AV: 45 NL: 8.42E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
1005

9

9

1415.37

1334.57

[+

1459.56

N N @

1297.52
1506.64

o

1262.43

o

1556.84

N

Relative Abundance
?\H(ﬂH\?HﬁnHH?\H:ﬂ\\ﬁ\\ﬁn\\H‘%\\m\\%\\ﬁn\\\ﬁ\\fﬂHﬁ\\\‘ﬂ\\ﬁ\\\‘ﬂ\\ﬁ\\ﬁl\\\

1229.20

[

1610.43 1667.94

1197.78

N

1729.65
1796.14

1167.47

N

1139.68

[
00 1100 1200 1300 1400 1500 1600 1700 1800

-
o

m/z

Average_Mass Apex_RT Concentration
46674.9 22.84 11.94
47726.5 22.84 4.72
46607.9 22.94 2.97

1868.02 1945.89

2065.14 2156.81
ol bbb 11 o oby ‘2271 "
L ) B e

1900 2000 2100 2200 2300 2400 2500




p—
B
=~
= so
=2s.70
=
= ze =7
= ze.2a
== zo o=
ze.2a
=24 az=
za a7
25 aa
=3<3 = =25.40 =27.59
=1 .0s > =2a56 =a.91
=1 7s z2a.07 3
BO .36 BO. 68 30.75
zo. 00 =550
Bo0.87 z B6.05
e =@=.14 sa1s 2o My 3676 3z os
T T T Y v T T ; T : ; ; T ;
=h == =4 == =7 = =5 o =h == =5 =4 = B =7

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col 48 #4043-4137 RT: 22.60-23.00 AV: 95 NL: 7.54E5
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #4137-4225 RT: 23.00-23.40 AV: 89 NL: 1.00E5
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #4225-4314 RT: 23.40-23.80 AV: 90 NL: 4.33E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #4314-4403 RT: 23.80-24.20 AV: 90 NL: 7.62E4
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #4403-4512 RT: 24.20-24.70 AV: 110 NL: 1.71E5
T: FTMS + p ESI sid=15.00 Full ms [500. 0000-3000. 0000]

Relative Abundance
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #4512-4616 RT: 24.70-25.20 AV: 105 NL: 9.17E4
Average_Mass Apex_RT Concentration

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #4616-4637 RT: 25.20-25.30 AV: 22 NL: 1.34E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #4637-4680 RT: 25.30-25.50 AV: 44 NL: 1.96E5
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]

Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #4680-4783 RT: 25.50-26.00 AV: 104 NL: 2.31E4 20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15ul_1x150col_48 #4783-4868 RT: 26.00-26.40 AV: 86 NL: 3.94E5
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000 . T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000 .
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col 48 #4868-4927 RT: 26.40-26.70 AV: 60 NL: 1.12E5
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #4927-4988 RT: 26.70-27.00 AV: 62 NL: 1.65E5
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #4988-5028 RT: 27.00-27.20 AV: 41 NL: 1.18E5 20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #5028-5068 RT: 27.20-27.40 AV: 41 NL: 3.96E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #5068-5146 RT: 27.40-27.80 AV: 79 NL: 1.31E5

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col 48 #5146-5278 RT: 27.80-28.50 AV: 133 NL: 2.49E4
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]

Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #5278-

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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81 RT: 28.50-29.00 AV: 104 NL: 6.85E5

Average Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15ul_1x150col_48 #5381-5475 RT: 29.00-29.50 AV: 95 NL: 2.23E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #5475-5607 RT: 29.50-30.20 AV: 133 NL: 5.35E4
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000 .
P [ ] Average_Mass Apex_RT Concentration

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #5607-5663 RT: 30.20-30.50 AV: 57 NL: 9.28E4
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000] .
Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150col_48 #5663-5738 RT: 30.50-30.90 AV: 76 NL: 9.01E4

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]
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q T: FTMS ESI sid=15.00 Full 00.0
Average_Mass Apex_RT Concentration * P ESISAT1S.00 Fulms (5

20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col 48 #5738-5870 RT: 30.90-31.60 AV: 133 NL: 1.14E4

000-3000.0000] Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col_48 #5870-5983 RT: 31.60-32.20 AV: 114 NL: 2.46E4
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

Relative Abundance
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_Op15flow_15ul_1x150col 48 #5983-6134 RT: 32.20-33.00 AV: 152 NL: 5.96E3
T: FTMS + p ESI'sid=15.00 Full ms [500.0000-3000.0000]

Relative Abundance
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15ulL_1x150col_48 #6472-6204 RT: 34.80-35.50 AV: 133 NL: 9.98E3

T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000]

Average_Mass Apex_RT Concentration
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20191015_OR15_VQ1_0247766_SA_S7T4_Fab_0p15flow_15uL_1x150c0l_48 #6642-6754 RT: 35.70-36.30 AV: 113 NL: 4.45E4
T: FTMS + p ESI sid=15.00 Full ms [500.0000-3000.0000] .
Average_Mass Apex_RT Concentration
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