
0 100 200 300

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

301.21689_9.4_NCE35_1.4e+08_07_QC#2_C18

301.21689_9.4_NCE35_2.5e+08_04_Std_C18

similarity score = 0.94
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity
Electronic Supplementary Material (ESI) for Molecular Omics.
This journal is © The Royal Society of Chemistry 2020



0 100 200 300 400

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

319.22751_8.3_NCE35_1.6e+06_07_QC#2_C18

319.22751_8.3_NCE35_1.2e+07_05_IDstd#2_C18

similarity score = 0.905
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 100 200 300 400

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

327.23218_9.9_NCE35_4.3e+07_07_QC#2_C18

327.23218_9.9_NCE35_2.0e+09_05_IDstd#2_C18

similarity score = 0.992
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 100 200 300 400

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

329.24847_10.1_NCE35_1.7e+07_07_QC#2_C18

329.24847_10.1_NCE35_1.1e+08_04_Std_C18

similarity score = 0.998
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 200 400 600 800

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

690.50806_13.5_NCE35_4.0e+05_07_QC#2_C18

690.50806_13.5_NCE35_6.9e+07_04_Std_C18

similarity score = 0.936
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 200 400 600 800

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

714.50769_12.5_NCE35_2.4e+05_07_QC#2_C18

714.50769_12.5_NCE35_6.9e+07_05_IDstd#2_C18

similarity score = 0.944
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 200 400 600 800

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

716.523032_3.2_NCE35_5.7e+05_07_QC#2_C18

716.523032_3.2_NCE35_4.5e+07_04_Std_C18

similarity score = 0.897
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 50 100 150

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

120.08073_3.9_NCE26.67_1.0e+07_06_QC#1_HILIC

120.08073_3.9_NCE26.67_5.9e+08_04_IDstd_HILIC

similarity score = 0.996
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 50 100 150 200

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

166.0861_3.9_NCE26.67_4.4e+06_06_QC#1_HILIC

166.0861_3.9_NCE26.67_7.5e+09_04_IDstd_HILIC

similarity score = 0.997
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 100 200 300 400 500

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

454.29306_3.4_NCE26.67_3.2e+06_06_QC#1_HILIC

454.29306_3.4_NCE26.67_1.8e+07_04_IDstd_HILIC

similarity score = 0.965
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity



0 200 400 600 800

−
1.

0
−

0.
5

0.
0

0.
5

1.
0

716.523032_3.1_NCE26.67_2.6e+06_06_QC#1_HILIC

716.523032_3.1_NCE26.67_1.3e+08_04_IDstd_HILIC

similarity score = 0.929
Fragment m/z

R
el

at
iv

e 
in

te
ns

ity


