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Figure S1. '"H-NMR Spectrum of compound 5a.
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Figure S2. 3C-NMR Spectrum of compound 5az.
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Figure S3. HRMS Spectrum of compound 5az.
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Figure S4. HPLC Spectrum of compound 5a.
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Figure S5. '"H-NMR Spectrum of compound 5az.
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Figure S6. 3C-NMR Spectrum of compound 5az.
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Figure S7. HRMS Spectrum of compound 5az.
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Figure S8. HPLC Spectrum of compound 5az.
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Figure S10. 3C-NMR Spectrum of compound 5as.
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Figure S11. HRMS Spectrum of compound 5as.
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Figure S12. HPLC Spectrum of compound 5as.
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Figure S13. 'H-NMR Spectrum of compound 5aa.
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Figure S14. ®*C-NMR Spectrum of compound 5as.
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Figure S15. HRMS Spectrum of compound 5as.

mAU
i 2 PDA Multi 1
] 12
750 |~
] |
] [
1 |
500+ |
1 |
] |
] |
250 \
1 |
1 |
4 ~ | 0
g 8 (F | 5
1 - =]
0 - Y £
! 7T 7 T T [ T [ T T
0 5 10 15 20 25 30 35
min
1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chi 254nm 4nm
Peals Ret. Time Area Height Area% Height %
1 0722 20263 1065 0.066 0.123
2 14277 7824 550 0.025 0.065
3 16.522 220029 15481 0.74 1.794
4 17.054 30510574 845075 00 163 08.015
5 10 876 H6 23 0.001 0.003
Total 30777136 863104 100,000 100.000

Figure S16. HPLC Spectrum of compound 5as.
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Figure S17. '"H-NMR Spectrum of compound 5as.
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Figure S18. ®*C-NMR Spectrum of compound 5as.

59 of 526

~2600

~2400

2200

~2000

~1800

~1600

~1400

~1200

~1000

~800

~600

400

200

F-200

~1900
~1800
~1700
~1600
~1500
~1400
1300
1200
1100
~1000
900
~800
+700
600
+300
400
300
~200
~100

~-100
~-200




Molecules 2016, 21, 340; doi:10.3390/molecules21030340 S10 of S26

537 #159 AT 1.33 AV 1 MLIG6.3TEG

F: FTE +p ESIFull mes [S0.00-1500.007
4902785

sam-:mg
6200000 9
s1m-:m:
60000005
50000003
5500004
S?M{KI]:
= ss000003
g F
= 55000004
54000004
53000004
52000003
5100000
SM'{D'J:
49000004
l&ﬂﬂ{ﬂ]: 4909525 4912820 4922848 430245 4333451
wg.sl i Iig'!].{ll i Il‘?{!l.\SI i Ilgll.ﬂl i 19‘1,\5' i Il‘3I2.€II i I19I2,5I i I19‘3.‘{]I i Il9I3.\5I i Iigll.{ll i Ilgllfsl i ;9‘5.{; T
mz
Idx Formula [ RDB | Delta mmu|
1 |CzsHis O3 Ns 135 27% |
R Calculated 490.2813 Found 490.2785
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Figure 520. HPLC Spectrum of compound 5as.
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Figure S22. ®*C-NMR Spectrum of compound 5as.



Molecules 2016, 21, 340; doi:10.3390/molecules21030340 S12 of S26

5374167 AT 1.39 AW: 1 ML-5.12ES
F: FTIWS +p £33 Full me [50.00-1500.00]
ShEIed

5000004

100000 5082735

SOTITSE

T T T T T™T
50 S5 2060 065 S070 TS 5380 085 090

Idx Formula RDB | Delta mmu
1 C23 Ha1 02 Ng 125 1211

Calculated 505.3286 Found 505.3164

Figure S23. HRMS Spectrum of compound 5as.
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Figure S24. HPLC Spectrum of compound 5as.
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Figure S25. '"H-NMR Spectrum of compound 5az.
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Figure S26. ®*C-NMR Spectrum of compound 5ar.
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Figure S27. HRMS Spectrum of compound 5ar.
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Figure S28. HPLC Spectrum of compound 5ar.
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Figure S31. HRMS Spectrum of compound 5bs.
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Figure S32. HPLC Spectrum of compound 5b.
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Figure S35. HRMS Spectrum of compound 5b:.
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Figure S36. HPLC Spectrum of compound 5bz.
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Figure S37. 'H-NMR Spectrum of compound 5bs.
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Figure S38. *C-NMR Spectrum of compound 5bs.
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S0EF157 AT 132 AV: 1 ML:G628E4
F: FTVE +p E S Full ms [50.00-1500.00]
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mz
Idx Formula RDB [ Delta mmu
27 Haa 02 Ns .
1 * 125 1332 | calculated 462.28647 Found 462.2750
Figure S39. HRMS Spectrum of compound 5bs.
mALU
b o PDA Multi 1
i I|3
300+ ‘|
2004 ‘
100+ ‘ |
] PRANE:; £
i, L ; T
— T T T T T T
0 5 10 15 20 25 30 35
min
1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak® Ret. Time Area Height Area % Height %
1 6.280 56723 3155 0.581 0887
2 7.165 110137 3808 1.129 1.071
3 8.082 0577029 348164 038.164 97.886
4 0626 9209 372 0.094 0.105
5 27.200 3039 183 0031 0.052
Total 9756136 355682 100.000 100.000

Figure S40. HPLC Spectrum of compound 5bs.
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Figure S41. '"H-NMR Spectrum of compound 5ba.
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Figure S42. 3C-NMR Spectrum of compound 5ba.
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F04 8156 AT 131 AV:1 NLI4T2ES
F: FTMS +p ESIFul ms [30.00-1500.00]

474283
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Idx Formula RDB | Delta mmu
1 Czz Has Oz Ns 135 -2 482
Calculated 474.2864 Found 474.2839
Figure S43. HRMS Spectrum of compound 5ba.
mAU
1 E PDA Multi ]
1000+ =
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] o
o 77 —t
L L U L )
10 20 30 40 50
min
1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 284nm 4nm
Peak= Retl Time Arca Hewght Area %% Height %%
1 10.869 45 a7 0.002 0.
2 12.275 21237896 1065012 98.852 §9.367
3 16.538 135893 2787 0633 0.260
3 17.350 110326 3552 0.514 0.369
Total 21484567 1071799 100.000 100.000

Figure S44. HPLC Spectrum of compound 5ba.
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Figure S45. 'H-NMR Spectrum of compound 5bs.

77.38
77.06
7675
45,30
40,47

168,52
~ 166,77
—157.55
—147.36
—143.82
—136.55

6608
6398
— 5896
— 5370

2529

15 1.0 05 00

~2100
~2000
~1900
~1800
~1700
~1600
~1500
~1400
~1300
~1200
~1100
~1000
900
~800
~700
600
-500
~400
~300
200
~100

i

i’

~-100
+-200

30

90
f1 (ppm)

80

70

60

T T T T T T T T
180 170 160 150 140 130 120 110 100 50 40

Figure S46. *C-NMR Spectrum of compound 5bs.
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Spi#157 AT 132 AV-1 WL:2 25E6
F: FTWS +p ESIFUl me [30.00-1500.00]
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1 C27 H34 O3 Ns 13.5 33.854

Calculated 476.2656 Found 476.2995

Figure S47. HRMS Spectrum of compound 5bs.
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PcakTable
PDA Chl 254nm 4nm
Peak# Ret. Time Area Height Arca % Height %
1 8.631 126388 1876 3386 4.244
2 12,384 3606432 177683 96.614 95.756
Total 3732820 185559 100,000 100000

Figure S48. HPLC Spectrum of compound 5bs.
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Figure S50. *C-NMR Spectrum of compound 5bs.
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23404150 RT: 133 AV 1 NL: 1.32EE
F: FTMS + p ESIFullm 0]
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Figure S51. HRMS Spectrum of compound 5be.
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0 5 10 15 20 25 30 35
min
1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 254mm 4nm
Pealks Ret. Time Area Height Area % Height %
1 5.119 -11560 156 -0.114 0.019
2 8.788 9709566 309390 95.647 97385
3 11.626 131880 7782 1.299 0936
4 12.648 5474 427 0.054 0.051
5 15.771 232582 10334 2201 1243
1] 20.552 83477 3037 0.822 0.365
Total 10151419 831127 100.000 100.000

Figure S52. HPLC Spectrum of compound 5bs.



