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Intens.
x108

Intens.
x108
4

oo

1+
257.1508
L 4
1+
235.1688
1+
1+ 179.1062
119.0853
1+
217.1584

1+
161.0957

83.0488
iy 1 [l , Il

20 25 30 35 Time [min]

+MS, 26.4min #4076

| 335.2193
L

i 399.|2139 |

o

Intens.
x108

1.0
0.8
0.6
0.4

0.2

L
100 150 250

350 400 450 mfz

1
119.

1+
1+ 107.0854
83.0489 i
91.0540 l

N

1+ +MS2(235.1688), 25.4eV, 26.4min #4077,
135.0806

1+
151.1115
1+
125.0959
+
0854
1+
179.1066

Figure S26. MS' and MS? spectra of compound 26

120 140 mjz




Intens.
x108
0.8
0.6

0.4

0.2

0.0

30 35 Time [min]

Intens.
x10%

15

1.0

0.5

0.0

1-
165.0922

Al

1-
293.2128
L 4

361.2001

1l

Y

609.4135
LL

-MS, 28.0min #2753

200

1000

1200 1400 1600 mjz

Intens.
x10%
125
1.00
0.75
0.50

0.25

0.00

1-
121.1023

1-
171.1030

1-
183.1027

1=
1-  235.1705
3.1706

1- -MS2(293.2128), 26.8eV, 28.0min #2754
275.2020

1-
293.2122

Figure S27. MS! and MS? spectra of compound 27

100

250

300 350 m/z




Intens.
x108

Intens.
x108

(= r—

25

35 Time [min]

1+
119.0856

1+
83.0488

102.1275
L L

1+
215.1428

1+
187.1479

159.0802
h A M

1+
255.1354

1+
233.1533

Il L

273.1459

+MS, 28.5min #4404

357.2035
/-

Intens.
x106

1.0
0.8
0.6
0.4
0.2

0.0

100

150 200

250

350 mfz

3+
119.0875

1+
117.0698

+MS2(233.1533), 25.3eV, 28.5min #4407

1+
131%3’856 135-1030“
h

1+
145.]10 12

Figure S28. MS' and MS? spectra of compound 28

120

130

140 m/z




Intens.
x108 ||
0.84!
061

0.41

0.29

25

35 Time [min]

Intens.
x105

0.8
0.6
0.4

1-
363.2159 1-
0.2 476.2789
112.9856 431.2023
h T bl L

saz.3273 S0

-MS, 29.5min #2877

100 200 300 400 500

700

800 900 mfz

1-
183.1391

i
0.5 1 195.1393
171.1026

=
277.2174

MS2(295.2284), 26.9eV, 29.6min #2878

1-
295.2281

125 150 175 200 225

Figure S29. MS! and MS? spectra of compound 29

250

275




Intens.
x108

Vet

of—=
w
-
15}
P
[}
8

25

30 35 Time [min]

Intens, T3
X106 217.1585
L 4

1+
1+ 239.1403
1193873

91.0539

203.1791
Ll 179.1428 | I|| | 277.2161

317.2087 341-|2°86
L

+MS, 31.1min #4816

100 ‘ 150 200 250

300

350

400 450 mfz

1+ 1+
67.9539 83.0489 93.0696
.

1+
109.1009

-IMSZQlZ 1585), 24.9eV, 31.2min #4817
119.0852

1+
117.0697

Figure S30. MS! and MS? spectra of compound 30

110

120 mjz




©

OH

m/z: 161.061 Da m/z: 135.045 Da

O
XN =
(@]

HO X
miz: 188.084 Da ©

m/z: 145.066 Da
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Figure S32. Observed CID-MS/MS fragmentation pattern of compound 16 in (+)-ESI mode.
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Figure S36. Observed CID-MS/MS fragmentation pattern of the precursor deprotonated molecule [M-H]- at m/z

345.1340.
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Figure S37. Observed CID-MS/MS fragmentation pattern of the precursor protonated molecule [M+H]* at m/z
333.1705.
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Figure S38. Observed CID-MS/MS fragmentation pattern of the precursor deprotonated molecule [M-H]- at m/z
329.1394.
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Figure S39. Observed CID-MS/MS fragmentation pattern of the precursor protonated molecule [M+H]* at m/z
329.1392.



OH

OH

®
()l @/

m/z: 124.05 Da

OH
m/z: 205.086 Da

HO I~ OH
O ® O . P N OH
HO OH HO 0
_ :@A m/z: 189.05 Da
HO

Figure S40. Observed CID-MS/MS fragmentation pattern of the precursor protonated molecule [M+H]* at m/z
327.1233.
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Figure S41. Observed CID-MS/MS fragmentation pattern of the precursor deprotonated molecule [M-H]- at m/z
325.1079.



