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Figure S1. *H NMR spectrum of compound 11.
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Figure S2. HRMS spectrum of compound 11.
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Figure S3. *H NMR spectrum of compound 12.
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Figure S5. *H NMR spectrum of compound 13.

an
Compound 13 ‘&‘;Eo a)qb1p097-§
PROCNO 1
Date_ 20101111
Time 14.05
INSTRUM spect
PROBHD 1.7 mm PATXI 1
PULPROG 2930
T™ 65536
SOLVENT MeOD
NS 16
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2769001 sec
RG 1625.5
oW 50.000 usec
DE 6.00 usec
TE 298.0 K
Dl 1.00000000 sec
™0 1
-------- CHANNEL fl ssmssssms
NUC1 1H
Pl 4.74 usec
PL1 3.60 dB
PLIW 9.86830425 W
SFO1 499.9880008 MHz
SI 27
SF 499.9842488 MHz
wow EM
S88 0
L8 0.30 Hz
GB 0
PC 1.00
]' J l v l—l;l-‘vrvalb
T T T 1 T T T T T T T
10 9 8 7 6 5 4 3 2 1 0 ppm
Figure S6. HRMS spectrum of compound 13.
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Figure S7. *H NMR spectrum of compound 14.
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Figure S8. HRMS spectrum of compound 14.
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Figure S9. *H NMR spectrum of compound 15.
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Figure S10. HRMS spectrum of compound 15.
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Figure S11. 'H NMR spectrum of compound 16.
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Figure S12. HRMS spectrum of compound 16.
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Figure S13. *H NMR spectrum of compound 17.
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Figure S14. HRMS spectrum of compound 17.
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Figure S15. *H NMR spectrum of compound 18.
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Figure S16. HRMS spectrum of compound 18.
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Figure S17. *H NMR spectrum of compound 19.
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Figure S18. HRMS spectrum of compound 19.
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  12/20/2013 10:10:51 AM
Analysis Name  D:\Data\Andrea\12_20_2013_brevenal cpds 2\142-2-4_P1-B-1_01_583.d
Method brevenal.m Operator ADM
Sample Name  142-2-4 Instrument / Ser# micrOTOF-Q Il 10318
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 3.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 10.0 Umin
Scan End 3000 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.0-1.1min #(57-63)
X106
1.5
1.09
0.51
407.71925
0.0 - — .
500 1000 1500 2000 2500 m/z

S11



Mar. Drugs 2014, 12

Figure S$19. *H NMR spectrum of compound 20.
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Figure S20. HRMS spectrum of compound 20.

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  12/13/2013 11:40:46 AM
Analysis Name ~ D:\Data\Andrea\12_13_2013_brevenal cpds\152-2_P1-A-3_01_562.d
Method brevenal.m Operator ADM
Sample Name  152-2 Instrument / Ser# micrOTOF-Q Il 10318
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 3.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 10.0 Umin
Scan End 3000 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Waste
Intens. | +MS, 1.0min #62|
x106]
2.0
1.5
1.0
051
0.0+ . . — —— — .
500 1000 1500 2000 2500 m/z



Mar. Drugs 2014, 12

Figure S21. 'H NMR spectrum of compound 21.
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Figure S22. HRMS spectrum of compound 21.
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Figure $23. *H NMR spectrum of compound 22.
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Figure $25. *H NMR spectrum of compound 23.
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Figure S26. HRMS spectrum of compound 23.

Mass Spectrum SmartFormula Report

ajgblplé2-2
1

1

20110912

10.06

spect

1.7 mm PATXI 1

MeOD
16

2
10000.000
0.152588
3.2769001
812.7
$0.000
6.00

300.0
1.00000000
1

3.60
9.86830425
499.96880008

3276
499,9850353 »
EM

0
0.30
0
1.00

an |
Core)

Hz
Hz
sec

usec
usec

sec

Acquisition Date
D:\Data\Andrea\12_13_2013_brevenal cpds\162-2_P1-A-4_01_563.d

Analysis Info
Analysis Name

12/13/2013 11:45:29 AM

Method brevenal.m Operator ADM
Sample Name  162-2 Instrument / Ser# micrOTOF-Q Il 10318
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 3.0Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 10.0 Vmin
Scan End 3000 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.4-1.6min #(85-96)
x106]
1.5:
805.50089
1.0
0.51
1 42222670
0.0 L b SR — — —
500 1000 1500 2000 2500 m/iz



Mar. Drugs 2014, 12 S16

Figure S27. *H NMR spectrum of compound 24.
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Figure S28. HRMS spectrum of compound 24.
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Figure $29. *H NMR spectrum of compound 25.
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Figure S30. HRMS spectrum of compound 25.
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Figure S31. *H NMR spectrum of compound 26.
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Figure S32. HRMS spectrum of compound 26.
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Figure $33. *H NMR spectrum of compound 27.
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Figure S34. HRMS spectrum of compound 27.
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Figure $35. *H NMR spectrum of compound 28.
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Figure S36. HRMS spectrum of compound 28.
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Figure S37. *H NMR spectrum of compound 29.
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Figure S38. HRMS spectrum of compound 29.
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Figure $39. *H NMR spectrum of compound 30.
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Figure S40. HRMS spectrum of compound 30.
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Figure S41. *H NMR spectrum of compound 31.
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Figure S42. HRMS spectrum of compound 31.
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Figure S$43. *H NMR spectrum of compound 32.
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Figure S44. HRMS spectrum of compound 32.
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Figure S$45. *H NMR spectrum of compound 33.
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Figure S46. HRMS spectrum of compound 33.

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date  12/20/2013 10:34:14 AM
D:\Data\Andrea\12_20_2013_brevenal cpds 2\P124-2_P1-B-6_01_588.d
brevenal.m Operator ADM

Instrument / Ser# micrOTOF-Q Il 10318

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI lon Polarity

Not active Set Capillary

50 m/z Set End Plate Offset
3000 m/z Set Collision Cell RF

Positive
4000 V

600.0 Vpp

Set Nebulizer 3.0 Bar
Set Dry Heater 200 °C
Set Dry Gas 10.0 Umin
Set Divert Valve Waste

Intens. ]
x105]

259
2.0
1.5
1.01

0.5

809.44968
424.20241

1233.164826

+MS, 1.7-1.8min #(102-109)

0.0

" 2000 2500 miz

S25



Mar. Drugs 2014, 12

Figure S47. *H NMR spectrum of compound 34.
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Figure S$49. *H NMR spectrum of compound 35.
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Figure S50. HRMS spectrum of compound 35.
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Figure S51. *H NMR spectrum of compound 37.
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Figure S53. *H NMR spectrum of compound 38b.
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Figure S54. *H NMR spectrum of compound 38c.
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Figure S55. *H NMR spectrum of compound 38d.
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Figure S56. 'H NMR spectrum of compound 39a
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Figure S57. TIC and MS spectrum of compound 39a.
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Figure S59. TIC and MS spectrum of compound 39b.
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Figure $60. *H NMR spectrum of compound 39c.
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Figure S61. TIC and MS spectrum of compound 39c.

Acq. Time: 10:25
Beq. Date: fednesday, April 25, 2012

»
W TIC of +Q1: from Sample 6 (ajgb2p048-2) of Dataajg20120425.wiff (Turbo Spray) Max. 3.5¢8 cps]
o

3.5e8

3.0e8

©.5e8-
c
£:0e8+

d.5e8

1.0e8+

0.0 T T y T T T T T T T T T T
0.2 0.4 0.6 08 1.0 12 14 16 18 20 22 2.4 26 28

» Time, min
QL 0,184 10 0.620 min from Sample 6 (ajgb2p048-2) of Dataajg20120425.wiff (Turbo Spray) Max. 6.7e6 cps

o
6.7e6 1207

£,0e6

< 195.9
5006
W28

c
4.0e6
®

3.0e6
I

2.0e6

416.0
552.0

1.0e6- l 8
Ms.8 357.0. 389.9| 4420 _578.1
2135.0\ T 536. | 772.3 908.3

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700
m/z, amu

*Post-BM

Figure S62. *H NMR spectrum of compound 39d.
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Figure S63. TIC and MS spectrum of compound 39d.
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Figure $64. *H NMR spectrum of compound 41.
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Figure S65. TIC and MS spectrum of compound 41.
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Figure S67. TIC and MS spectrum of compound 44a.
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Figure $68. *H NMR spectrum of compound 44b.
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Figure S69. TIC and MS spectrum of compound 44b.
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Figure S70. *H NMR spectrum of compound 44c.
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Figure S71. TIC and MS spectrum of compound 44c.
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Figure S72. *H NMR spectrum of compound 44d.
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Figure S73. TIC and MS spectrum of compound 44d.
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