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Spectrum from 1_M375.wifi2 (sample 1) - 1_M375, +TOF M5 (100 - 1000) from 0.055 to 0.171 min
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Spectrum from 1_M375.wiff2 (sample 1) - 1_M375, +TOF MS (100 - 1000} from 0055 10 0.171 min
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Spectrum RT 1.12{1 scans}- Background Subtracted 0.7 - 1.08
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Spectrum from 2_M376.wifi2 (sample 1) - 2_M376, +TOF MS (100 - 1000) from 0.074 to (166 min
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Spectrum from 2_M376.wiff2 (sample 1) - 2_M376, +TOF MS (100 - 1000) from 0.074 to 0.166 min X
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Spectrum from 3 M377 wift2 (sample 1) - 3_ M377, +TOF MS (100 - 1000) from (.078 to (166 min
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Spectrum from 3_M377.wiff2 (sample 1) - 3_M377, +TOF MS (100 - 1000) from 0.078 to 0.166 min
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S26. 13C NMR spectrum of analog 5
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S28. 'H NMR spectrum of analog 6
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Spectrum from 4_M380wifi2 (sample 1) - 4_M380, +TOF MS (100 - 1000) from 0.087 to 0.157 min

165
155
145
13
125
11eb
10eb
90e4
Bet
Tlet
60et
50e4
At
30t
20et
10e4

0.0l

Intensity, cps

KR UL
il

619

30647

MeO

3440589

U5 0602
l,

WO M5 B0 S

Find

Found elemental compositions

WS MSHS MSMSF '
Rark ppm  Rank aun

CWBHWSNOZSZ H20617 120 | 06 | 1

Ht Fomua mz  ROB pom

NANA

W W™ W

NS Detals MSS Detais Conpound Detas

Isotope cluster defail Charge |+l v
Pedk Use mz % ntensty  Widh
“ 20619 1000 0009
1 W |23 0010
2 340589 (121 0ot

3 50602 31 001

Elemerts fom ~ C1BHISNOZS2

Blementsto 300 H3000SINIOO S20
ss tolerance (ppm) 10

Intensity tolerance (%) 10

EClheteroztoms grezter then ()

a | MS resut summary for C18H1GNO252, [MH+
[}
100%
0%
8%
%
6%
50
W
W%

0

0%

ws om0 3B W0

T

20619
06,

weo ws
Mass/Charge, Da

0847

)

3

wo o W5 W0 M55 M0 MBS M0 W5 M

40589
50602

lontype: [MeHje

v J 3 additional ions
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Spectrum from 4_M380.wiff2 (sample 1) - 4_M380, +TOF MS (100 - 1000) from 0.087 to 0.157 min
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S30-2. HRMS (ESI+) spectrum of analog 4
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S33. LRMS (ESI+) spectrum of analog 7
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S34. 'H NMR spectrum of analog 8
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10.5 10.0 9.5 9.0 8.5 8.0

45



53 R 8 8RBIIBE R 8 I~ © <+ o - r
— © o R I ININININE =] © Nor <o N wn
> © o SoodaaN § S L g 8 g | 6E+08
I SN N I MeO N

MeO - 6E+08

Me -
- 5E+08

9
- 4E+08
- 4E+08
«—
- 4E+08
_—
128 127 - 3E+08
4 - 2E+08
- 2E+08
- 2E+08
| ! | |

- 1E+08

| L
i i | | ' - 5E+07

J{ =)
- -5E+07
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 10 -20

f1 (opm)

S$38. 3C NMR spectrum of analog 9
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S41. 3C NMR spectrum of analog 10
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S45. 3C NMR spectrum of analog 11

53



Irtensity

Bl

Bl

40

20

Spectrum BT 0.89 {1 scans}- Background Subtracted 0.14- 0.78

PJY-449 date 20151026 17:57:00

ESI- Wax: 2.5E8

Br

HO

404.01

405.02

406.04

406,58

1"

|
380

| | |
385 3490 395

S46. LRMS (ESI-) spectrum of analog 11
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