Table S2. Annotations, experimental and theoretical masses, and accuracies of fragment ions

included in Fig. 2, 4, 5, S6, S11, and S12. Fragment ions previously annotated by us are not

included”.
Proposed Experimental Theoretical z Accuracy Figure
structure mass mass (ppm) reference
+°DOS 328.0345 328.0344 1 -0.3 2C
+CO
ECS 370.0446 370.0450 1 1.1 2C
-co,
Ya
%]s 396.0625 396.0606 1 -4.8 2C
-H,0
+Ac
gs
8 411.5855 411.58495 2 -1.3 4B
-H,0
A
Va
s
8 505.6012 505.60095 2 -0.5 4B
=
-H,0
Q
8 560.1845 560.1832 1 -2.3 4B
s
-Co,
-H,0
§ 674.2158 674.2149 1 -1.3 4B
W
s
<
%’5 796.1461 796.1459 1 -0.3 4B
Qs
8 553.1088 553.1080 1 -1.4 4C
Qs
8 640.1407 640.1400 1 -1.1 4C
s
EGS
-Co, 210.0887 210.0883 1 -1.9 4E
-2H,0
EEGS
—Co, 339.1313 339.1309 1 -1.2 4E
-2H,0
EEGS
:ﬁ% 357.142 357.1415 1 -1.4 4E
5o 401.1318 401.1313 1 1.2 4E
Q
g 437.1379 437.14125 2 7.7 4E
EEGS
-co,
Va
§ 494.1574 494.1571 2 -0.6 4E
EEGS
@)
g 713.2371 713.2370 1 -0.1 4E
EEGS
-H,0
§ 857.2803 857.2792 1 -1.3 4E
EEGS
Q
8 875.2907 875.2898 1 -1.0 4E
EEGS
gs
738.6541 738.65625 2 29 4F
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