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Figure S1. 'TH-NMR (500 MHz, CDCls) spectrum of compound 1.
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Figure S2. 3C-NMR (125 MHz, CDCls) spectrum of compound 1.
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Figure S3. HSQC spectrum of compound 1 in CDCls.
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Figure S4. 'H-'H COSY spectrum of compound 1 in CDCls.
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Figure S5. HMBC spectrum of compound 1 in CDCl.
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Figure S6. ROESY spectrum of compound 1 in CDCl.
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -10.0, max = 120.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
25 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)

Elements Used:

C:0-200 H: 0400 O:12-14

RG-25 KIB i

11:42:43 02-Aug-2013 M130802EA-15AFAMM 34 (3.120) MomecE ey

V,g'},-,r El+ 726.3244 200
% |
il st ‘ : ‘ |/ sba i e M
725.80 725.70 725.80 725.90 726.00 726.10 726.20 726.30 726.40 726.50 726.60 726.70 726.80 726.90 727.00

Minimum: -10.0

Maximum: 200.0 10.0 120.0

Mass Calc. Mass mDa PPM DBE 1-PIr Formula

726.3244  726.3251 -0.7 -1.0 15.0 5546124.5 €39 H50 013

Figure S7. HREI-MS spectrum of compound 1.
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Figure S8. 'TH-NMR (500 MHz, CDCls) spectrum of compound 2.
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Figure S9. ?*C-NMR (125 MHz, CDCls) spectrum of compound 2.
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Figure S10. HSQC spectrum of compound 2 in CDCls.
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Figure S11. 'H-'H COSY spectrum of compound 2 in CDCls.
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Figure S12. HMBC spectrum of compound 2 in CDCls.



Molecules 2016, 21, 1152; doi:10.3390/molecules21091152 S8 of S15

0l N ey e

RG-38 | e
RG-38 CDU3 roesy | i

=l
Es
1 (ppm)

IR

8.0 7.5 7.0 6.3 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
f2 (ppm)

Figure S13. ROESY spectrum of compound 2 in CDCls.
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Qualitative Analysis Report

Data Filename 140402ESIAS.d Sample Name  RG-38
Sample Type Sample Position
Instrument Name Agilent G6230 TOF MS User Name KIB
Acq Method ESL.m Acquired Time  4/2/2014 11:36:35 AM
IRM Calibration Status E== o~ Method ESIN.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.1)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 ]
x10 5 [ *ESI Scan (0.994 min) Frag=200.0V 140402ESIA5.d
25 665.2587
2
1.5
1
05

66521 66522 66523 66524 66525 66526 66527 66528 665.29
Counts vs. Mass-to-Charge (m/z)

Peak List
[m/z z [Abund |

1307.5271 1 |360673.25
Formula Calculator Element Limits
Element TMin Max
C 0] 200
H 0] 400
o 10| 14

Na i 1
Formula CBICUIBEI' Eesu ES
Formula [CalculatedMass Mz [Diff.(mDa) [Diff. {(ppm) [DBE ]

|34 H42 Na 012 | 665.2574]  665.2587| -1.3] 20| 13.5)

--- End Of Report ---

Figure S14. HRESI-MS spectrum of compound 2.
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Figure S15. '"H-NMR (500 MHz, CDCls) spectrum of compound 3.
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Figure S16. *C-NMR (125 MHz, CDCls) spectrum of compound 3.
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Figure §17. HSQC spectrum of compound 3 in CDCls.
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Figure S18. 'H-'"H COSY spectrum of compound 3 in CDCls.
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Figure $19. HMBC spectrum of compound 3 in CDCls.
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Figure S20. ROESY spectrum of compound 3 in CDCls.

rizo

S11 of S15

[-80

100

1 (ppm)

140

160

180

200

F220

fL (ppm)



Molecules 2016, 21, 1152; d0i:10.3390/molecules21091152 S12 of S15

Qualitative Analysis Report

Data Filename 140401ESIAL3.d Sample Name RG-46
Sample Type Sample Position
Instrument Name Agilent G6230 TOF MS User Name KIB
Acq Method ESLm Acquired Time  4/1/2014 10:45:24 AM
IRM Calibration Status S o~ Method ESIN.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.1)
User Spectra

Fragmentor Voltage Collision Energy Tonization Mode

200 [ ESI
x10 5 | +ESI Scan (0.877 min) Frag=200.0V 140401ESIA13.d
649.2635
25
15
1
0.5
0 - - 7 T T T
649.22 649.24 649.26 649.28 649.3 649.32 649.34
Counts vs. Mass-to-Charge (m/z)
Peak List
[m/z__ Tz [Abund |
1275.5356 372917.97
r Element Limits

Element Min Max
C 0] 200
H 0] 400
o 10| 15
Na 1 1
Formula Calculator Results
Formula alculatedMass Mz Diff.(mba DT, {(ppm. DBE
[c34 Ha2 Na 011 | 619.2625]  649.2635] -1.0] 15 1335]
--- End Of Report ---

Figure S21. HRESI-MS spectrum of compound 3.
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Figure S22. 'TH-NMR (500 MHz, CDCIs) spectrum of compound 4.
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Figure S23. 3*C-NMR (125 MHz, CDCls) spectrum of compound 4.
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Figure S24. HSQC spectrum of compound 4 in CDCls.
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Figure S26. HMBC spectrum of compound 4 in CDCls.
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Figure 527. ROESY spectrum of compound 4 in CDCls.

Qualitative Analysis Report

Data Filename 140402ESIA6.d Sample Name RG-57

Sample Type Sample Position

Instrument Name Agilent G6230 TOF MS User Name KIB

Acq Method ESL.m Acquired Time  4/2/2014 11:39:54 AM
IRM Calibration Status S o~ Method ESIN.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.1)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
200 0
x10 4 | +ESI Scan (1.143 min) Frag=200.0V 140402ESIA6.d
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Figure S28. HRESI-MS spectrum of compound 4.



