Figure S1. Fragmentation pathway of three identified compounds.

1. Compound 1 (315.1775):

m/z 314

CgHzeN50;
M




C”f 2N927O m/z 299
18121 2 C.-H,N.O,
M - CH5 18" '23 204









m/z 314 m/ 315
Codlzl0; CigHzN20,
M M2+ H

=
= CH,
m/z 315
C19HZ7N202
M+ H

OH
CH

A

m/z 264
CeHasN0,
M- C,H,




-CyHyp
-——

m/z 315

C,H;N0,
M+H







/4 C.H,,0 o8
N"""C 5 12 / "
N=— NH,
—0 N—
—0
m/z 227
C,H N0 m/z 315
M -C:H,,0 CidH N0,
M+ H
CH2
| N /CH2
P -C,H,0 / \4—/
L= N — N

¢t H2C
=g m/z 185
m/z 227 CioHiN,
CH N0 M- C;H;;0,

M- C.H,,0




_ / N —_—
N=C~ \
0
m/z171
CypH;N,0
M - C¢Hys0

m/z 315

C1sHxN,0,
M+H

_ I B / ° C—. - |
N 3 -C,H,;0
-
et m/z 199
m/z 199 CH NSO
CiaHyNO M- C/H,:0
M- C,H,:0
el o /0
N. =
. | P
“m/z 157
CH:N,0
M - C4oH,,0



OH

4 -—
,NHz -CyHy0;

H
: N —
N=C >_/\
m/z 132 7
CeHN, \ N
M = C11H1802

m/#z 315
CigHzN20,
M+ H



cln2
CH,
J -C.H / ‘
/\4\1 2''4 N
f 2
N~ --'-""C‘
N=—
\g m/z 93
H20° C:H:N,
m/z 121 M -CyHz0,
CHN,

M-CyH:0,




m/z 314
C1€}-|26N202
M
OH
N’H
\}\
\\ CH,
m/z 315
C19H27N202
M+ H m/z315
CEH27N202
M+H
OH
CH,
0
)
NH -
N _— ==CH;
N—( ¢ - CofgN 0N . .
C‘ \ - < & & CH
CH, m/z 79
CGH7
M- C13H19N202
m/z 315
ClﬁZTNZOZ

M+H



OH

m/z314
CgH2eN20;
M

m/z 315
C19H27N202
M+ H



2. Compound 2 (317.2882):
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3. Compound 3 (349.2127):
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