Supplementary Materials :

1.98
1.866

1.766
1.686
1.566
1.486
1.3e6
1.206-
1.1e6-
1.0e6

9.0e5

Intensity, cps

8.0e5
7.0e5
6.0e5 |
5.0e5
4.0e5
3.05

2.0e5

69.3

91.3

1.0e5 M@ 0
1 1
020 a0s®Sp Y

1474

168.3

1fo.3
|

186.8.191.3

214.4

2364

N

W _Q1:0.100 to 0.125 min from Sample 105 (YM-11-15C) of 1012.wiff (Turbo Spray), subtracted (0.000 to 0.025 min), Centroided
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Figure S1. The ESI-MS spectrum of compound 3a.
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Figure S2. The 'H-NMR spectrum of compound 3a.




W +Q: 0.176 10 0.201 min from Sample 16 (YM4-34C) of 0725.wiff {Turbo Spray), sublracted (0.000 to 0.025 min), Centroided Max. 1.367 cps.
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W _Q1:0.125 10 0.151 min from Sample 17 (YM4-34C) of 0725.wiff (Turbo Spray), subtracted {0.000 o 0.025 min), Centroided Max. 2.766 cps.
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Figure S3. The ESI-MS spectrum of compound 3b.
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Figure S4. The 'H-NMR spectrum of compound 3b.



[ 5Q7: 0.226 to 0.251 min from Sample 4 (YM-14-33C) of 1212.wiff (Turbo Spray), subtracted (0.301 to 0.376 min), Centroided Max. 4.6e6 cps.

+
4506 2891 patNed

4.466
42¢6
4.0e6 4 o
3.8e61 O (o)

3,666 ]

3408 N/\)ko/ N
3.266+
3.0e6+
2.806 |
26e6
2.4e6+
2206 ]
2.0e6 |
1.8e6
1.6e6
1.4e6

Intensity, cps

1266
1.0e6
8.0e5- 739
6.0e54 59.1 284,
4.0e5] o1 mut|
2.0e5] 812 g 1522 2470 2671 _p7mq 304

4] ] ﬁgl 136 '{\ | 18109791 2064 2324 262 # I 3136 | 3625 380.6 437.6 455.2 4632 5134 5245 5476 578.1
50 100 150 200 250 300 350 400 450 500 550 600

2252

= YM-14-33C

Filename = NMR-2017-00441-2,jdf f

Creation_time = 12-DEC-2016 10:25:46

Site

Experiment
__domain

4.0

Scans

Temp_get
Salvent

T T
50 4.0 0 20 1.0 o

e
=
>
=
=
=

=

705490
17331
17362
X787
13537
06
04
7
8
2.5074
25032
24907

X ¢ parts per Million : 1TH

Figure S6. The 'H-NMR spectrum of compound 4a.



W +Q1: 0.100 to 0.125 min from Sample 102 (YM-11-18B) of 1012.wiff (Turba Spray), subtracted (0.000 to 0.025 min), Centroided Max. 7.4e6 cps.
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Figure S7. The ESI-MS spectrum of compound 4b.
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Figure S8. The 'H-NMR spectrum of compound 4b.



W 5Q1:0.151 t0 0.176 min from Sample 6 (nbj-6-44) of 0109.wiff (Turbo Spray), sublracted (0.000 to 0.025 min), Centroided i Max. 7.366 cps|
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Figure S9. The ESI-MS spectrum of compound 7a.
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Figure S10. The 'H-NMR spectrum of compound 7a.




[ +Q1:0.100 t0 0.125 min from Sample 12 (nbj-13122702) of 1231 wiff (Turbo Spray), sublracted (0,000 1o 0,025 min), Centroided T Max. 9.266 ops]
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Figure S11. The ESI-MS spectrum of compound 7b.
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Figure S12. The 'H-NMR spectrum of compound 7b.



[ +Q1:0.12510 0.151 min from Sample 5 (nbj-7-5) of 0116 wiff (Turbo Spray), sublracted (0.000 to 0.025 min], Centroided T T Max 9.6e6 ops)
538.3 (NiNa)'
9.506 |
9.0e6 -
8526 Q
8.0e6 . v © H
7.5e6 O OTN\)LN%(N
7.066 o) /’\ H o) OH
. aneH)
6.5e6 516.4
6.0¢6
» 5.5e6
8
F o0
5 45
4.0e6
3.5e6
3,066
2.566)
2,066
1.5¢6 |
1,086
5.0e5 ) l
L L oali 4o i) l',_“l,_JA b [T T i DR u
100 150 200 250 300 35 400 450 500 550 600 650 700 750 800 850 800 950 1000
iz, amu
Figure S13. The ESI-MS spectrum of compound 8a.
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Figure S14. The 'H-NMR spectrum of compound 8a.



[ ™ +Q1:0.151 t0 0.176 min from Sample 2 (hbj-1402282) of 0228.wiff (Turbo Spray), sublracted (0,000 to 0.050 min), Centroided
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Figure S15. The ESI-MS spectrum of compound 8b.
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Figure S16. The 'H-NMR spectrum of compound 8b.
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Data Filename 0850.d Sample Name hbj-7-23
Instrument Name TOF G6230A Acquired Time 2015.02.11
Acq Method YCLM Acquired SW 6200 series TOF/6500 series -
IRM Calibration Status Success
User Chormatograms
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Figure S17. The ESI-MS spectrum of compound 9a.
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Figure S18. The 'H-NMR spectrum of compound 9a.



W +Q1: 0.251 to 0.276 min from Sample 4 (bj-1406161) of 0B19.wiff (Turbo Spray), subtracted (0.000 1o 0,025 min), Centroided " Max. 9.3e6 cps
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Figure S19. The ESI-MS spectrum of compound 9b.
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Figure S20. The 'H-NMR spectrum of compound 9b.
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W +Q1:0.176 t6 0.201 min from Sample 2 (YM-11-20C) of 1019.wiff (Turbo Spray), subtracted (6.b25 to 0.075 min), Centroided
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Figure S21. The ESI-MS spectrum of compound 10a.
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Figure S22. The 'H-NMR spectrum of compound 10a.




"W Q70251 to 0.276 min from Sample 3 (YM-13-5C) of 0405.wilf (Turbo Spray), subtracted (0.000 o 0.025 min}, Centroided
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Figure S23. The ESI-MS spectrum of compound 10b.
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Figure S24. The 'H-NMR spectrum of compound 10b.



[ @ +Q1: 0.050 to 0.075 min fram Sample 92 (YM-11-16C) of 1012.wiff (Turbo Spray), subtracted (0.000 to 0.025 min), Centroided T Max. 7.126 cps]
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Figure S25. The ESI-MS spectrum of compound 10c.
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Figure S26. The 'H-NMR spectrum of compound 10c.



W +Q1:0.251 to 0.276 min from Sample 1 (YM-11-21C) of 1019.wiff (Turbo Spray), subtracted (0.000 to 0.050 min), Centroided

632.6

4408 |

1
i 0 QNOZ
3806 o o y © @Aoko
3666 N/\)LN N\AN
3.4¢6 \ H : H
32061 ¢}
3.0e6 4
2806 |
2666 |
2466
2286~
2.066
1,8¢6
1,666

Intensity, cps

159.1

1.4e6 4275 810.4
1.266 . .,
1.006 |

8.065
5865 8455
60651 1022

4065 3223

2.0e5 || -106.2 26142796 2695 “[1 5626..
324.8 . 4 | | B48.5 6727 _711.7
L orsap ez 2183 | L WS oo TR WO O T2 S R TIN5 7955 8420 9139 9410

Ll
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
miz, amu )

Figure S27. The ESI-MS spectrum of compound 11a.
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Figure S28. The 'H-NMR spectrum of compound 11a.
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Figure S29. The ESI-MS spectrum of compound 11b.
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Figure S30. The 'H-NMR spectrum of compound 11b.
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+Q1: 0.125 to 0.151 min from Sample 13 (YM-9-24B) of 0608 wiff (Turbo Spray), subtracted (0.000 to 0.025 min), Centroided
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Figure S31. The ESI-MS spectrum of compound 11c.
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Figure S32. The 'H-NMR spectrum of compound 11c.




Data Filename 0639.d Sample Name YM-11-24

Instrument Name TOF G6230A Acquired Time 2017-02-10

Acq Method YCLM Acquired SW 6200 series TOF/6500 series
IRM Calibration Status Success

User Chormatograms

¥10.4 [+ESI Scan {0.0861-0.2445 min, 20 Scans) Frag=170.0v 06334 Subtiact

H o i 1210678
N " N
I I
- (o]
NH
\ o OH

11836913

is 42187

6054358

MBS seaenpp

PY R ST " NPT VU by b il
, . ; , ,

12456376

N .
W 4% 0 4T B0 S5 B0 G5 G 65 60 65 W0 75 T TH BN ES GBS W0 G5 0 O MDD WA WSO 1075 100 12 10 N N 125 1280 125 M0 105 6D (3 40 1415 MS0 W
Counts s, Mess 10-Chiarge (miz

Figure S33. The ESI-MS spectrum of compound 12a.
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Figure S34. The 'H-NMR spectrum of compound 12a.
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Figure S35. The ESI-MS spectrum of compound 12b.
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Figure S36. The 'H-NMR spectrum of compound 12b.
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Figure S37. The ESI-MS spectrum of compound 12c.
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Figure S38. The 'H-NMR spectrum of compound 12c.



