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S1 *H NMR spectrum of metabolite 1 (500 MHz, CD;0D)
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S3 HSQC spectrum of metabolite 1

| A

S¥Ya
HSQC =ample: SYYE in MeOD

-20

=30

40

50

=70

50

-90

-20

30

40

50

=10

-0

=90

= 0
= e ]
ogREy !
6 0 @
@ o ]
0 e
= <]
3 8°
= ® ]
- 0
T T T T T T T T T T T T
6.0 6.5 5.0 4.5 4.0 i5 3.0 25 20 1.6 .0 0.5
12 (ppm)
S4 HMBC spectrum of metabolite 1
| A
S8
HMBC  5YY8 - »
- L ]
e
- ]
-] = (-]
® -] L-]
. e - - H
‘}
E‘ B e oo (-] L]
3 - - L]
=2
JE— > - e o ™
2
3
— ,, .
-
L L=
o o
L T T T T T T T T T T
6.0 6.5 5.0 4.5 4.0 i5 3.0 25 20 1.6 L0 0.5

£2 (ppm)

£1 (ppm)

£1 (ppm)



S5 NOESY spectrum of metabolite 1
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S7 'H NMR spectrum of metabolite 2 (500 MHz, CD;0D)
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S9 ESIMS spectrum of metabolite 2
B -Q1: 30 MCA scans from Sample 30 (SYY-7 Q1-) of 20141002-MZP.wiff (Turbo Spra... Max. 3.1e7 cps.
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S11 C NMR spectrum of metabolite 3 (125 MHz, CD;0D)
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S13 HMBC spectrum of metabolite 3
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S15 HRESIMS spectrum of metabolite 3
T: FTMS + p ESI Full ms [120.00-1000.00]
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S17"*C NMR spectrum of metabolite 4 (125 MHz, CD;0D)
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S19 HMBC spectrum of metabolite 4
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S21 HRESIMS spectrum of metabolite 4
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$23'*C NMR spectrum of metabolite 5 (125 MHz, CD;0D)
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S25 HMBC spectrum of metabolite 5
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S26 NOESY spectrum of metabolite 5
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S27 HRESIMS spectrum of metabolite 5
T: FTMS + p ESI Full ms [120.00-1000.00]
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$29'*C NMR spectrum of metabolite 6 (125 MHz, CD;0D)
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S31 HMBC spectrum of metabolite 6
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S33 HRESIMS spectrum of metabolite 6
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S34 'H NMR spectrum of metabolite 7 (500 MHz, CD;0D)
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$35"C NMR spectrum of metabolite 7 (125 MHz, CD;OD
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S37 *H NMR spectrum of metabolite 8 (500 MHz, CD;0D)
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S39 HSQC spectrum of metabolite 8
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S41 NOESY spectrum of metabolite 8
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S42 HRESIMS spectrum of metabolite 8
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S43 'H NMR spectrum of metabolite 9 (500 MHz, CD;0D)

S44 3C NMR spectrum of metabolite 9 (125 MHz, CDsOD)
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S45 HSQC spectrum of metabolite 9
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S46 HMBC spectrum of metabolite 9
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S47 ESIMS spectrum of metabolite 9
B +Q1: 30 MCA scans from Sample 28 (SYY-5 Q1+) of 20141002-MZP.wiff (Turbo Spr...
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S49 3C NMR spectrum of metabolite 10 (125 MHz, CD;0D)

79-07-2-1-3 o & -

1 sample: TR=07-2-1-3 ml@ =T =T -] [ - - W W W e T MO S
) ] e R R B T~ e 1
) F: & SR838 BLASFERISARTEST
2 8 = dendg Zegefsggsnnaman
- - - r -~ r Yy ) ] o~ - ey
! I Yy 5P e = T Y

| | bl ol

1

e T T T T T T T T T T T T T T T "

160 150 140 130 120 110 100 a0 0 &0 40 30 20 10

S50 HSQC spectrum of metabolite 10
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S51 HMBC spectrum of metabolite 10
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S53 HRESIMS spectrum of metabolite 10
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S56 ESIMS spectrum of metabolite 11
B -Q1: 30 MCA scans from Sample 4 (BQ1-) of 20141222-XM.wiff (Turbo Spray)
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