Supplemental figure 3: Example of annotation of mass difference between features for early co-eluting compounds using ACorF (mass
threshold 0.002 Da) in comparison to CAMERA

Intens.
x104

ions pc-group | ACorF_groups Identification
p203.052T0.9 10 group23
p97.0284T0.9 10 group23
p441.074T0.9 10 group23
p145.049T0.9 10 group23 glucose / mannose /
p383.116T0.9 10 group23 fructose
p325.113T0.9 10 group23
p109.028T0.9 10 group23
p69.0335T0.9 10 group23
p148.060T0.9 10 group311 glutamic acid
p231.145T0.9 10 group319 glutamyl-threonine
p227.125T70.9 10 group320 unknown
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Pool1_RA3_01_1040.d: EIC 97.0284+0.005 +All MS

Pool1_RA3_01_1040.d: EIC 203.0520+0.005 +All MS

Pool1_RA3_01_1040.d: EIC 383.1163+0.005 +All MS

Pool1_RA3_01_1040.d: EIC 69.0335+0.005 +All MS
—— Pool1_RA3_01_1040.d: EIC 227.1250+0.005 +All MS

Pool1_RA3_01_1040.d: EIC 145.0490+0.005 +All MS

Pool1_RA3_01_1040.d: EIC 325.1130+0.005 +All MS
Pool1_RA3_01_1040.d: EIC 441.0740+0.005 +All MS
Pool1_RA3_01_1040.d: EIC 109.0280+0.005 +All MS
Pool1_RA3_01_1040.d: EIC 148.0600+0.005 +All MS
Pool1_RA3_01_1040.d: EIC 231.1450+0.005 +All MS




