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Figure S1. UV spectrum of compound 1.
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Figure S2. ESI TOF spectrum of compound 1.
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Figure S3. '"H NMR (DMSO-d6, 500 MHz) of compound 1.
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Figure S4. °C NMR (DMSO-d6, 125 MHz) of compound 1.
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Figure S5. COSY spectrum of compound 1.

F1 Chemical shift (ppm)



e
|

T
[S 2]
o

1)
]
B
oD
o

T ‘ T
—
S

\
o
S
1 Chemical Shift (ppm)

T
(@ =)
o

100

110
L

. 120

@

=
- -

13

8.0 15 70 6.5 6.0 55 50 45 40
F2 Chemical Shift (ppm)

Figure S6. HSQC spectrum of compound 1.
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Figure S7. HMBC spectrum of compound 1.
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Figure S10. '"H NMR (DMSO-d6, 500 MHz) of compound 2.
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Figure S11. COSY spectrum of compound 2.
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Figure S12. HSQC spectrum of compound 2.
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Figure S13. HMBC spectrum of compound 2.
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Figure S15. ESI TOF spectrum of compound 3.
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Figure S16. 'H NMR (DMSO-d6, 500 MHz) of compound 3.
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Figure S17. COSY spectrum of compound 3.
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Figure 518. HSQC spectrum of compound 3.
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Figure S22. '"H NMR (CDCls, 500 MHz) of compound 4
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Figure S25. 'H NMR (DMSO-d6, 500 MHz) of compound 5
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Figure S27. ESI TOF spectrum of compound 6.




Normalized Intensity

111

1H GBM157X-PLF4XR2_EA_DMSO_24C_170505.001.001.1r.esp Water| | DMSO

0.025
0.020
: N
= L
] f
0.015-
E D
] »
0.010- P
. 1)
- W
| [¢»]
- Ll
— D
0.005 g § ofl oo
. o &R ) 83,‘38@;'me03
E o 75 TS 20 @
17 . LA Wl
O . pra vyttt " JNY J n s \A " N g e
0.95 0.840.95 4.183.08 0.87 2.45
H H H H H H H
13 12 11 10 9 8 7 6 5 4 3 2

Chemical Shift (ppm)

Figure S28. '"H NMR (DMSO-d6, 500 MHz) of compound 6.
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Figure S31. HMBC spectrum of compound 6.
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Figure S32. 'TH-NMR (DMSO-d6, 500 MHz) time-course conversion of 3 into 6. Overlay of "TH-NMR experiments (zoom).
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Fig. S33. HPLC traces of Marfey’s analysis of compound 1
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Fig. S34. HPLC traces of Marfey’s analysis of compound 2
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