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Figure S1. 300 MHz DEPTQ 1H NMR spectrum of 14
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Figure S2. 75 MHz DEPTQ 13C NMR spectrum of 14
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Figure S3. IR spectrum of 14
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Figure S4. HRMS of 14
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Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min =-1.5, max =40.0

Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons

26 formula(e) evaluated with 2 results within limits (up to 8 closest results for each mass)

Lynn Power University of St-Andrews 12-Sep-2007 15:03:51
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Figure S5. 300 MHz 'H NMR spectrum of 6a

- o NS aNmB:
= xun —~een QOILTN
N @@ —c nEwTY
e W Ve TEYYTY
\
J J “
o N A A | 1]
297 153 202
2.04 135 1.04
100 835 3.0 (5] no 75 0 L) Lo 53 50 45

ooy

wrry

1.08

40

e

Q709
Q000

MeCO

O

i DS SIS 1

888
20 13 10 05 00



Figure S6. 75 MHz DEPTQ 13C NMR spectrum of 6a
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Figure S7. 300 MHz H NMR spectrum of 6b
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Figure S8. 75 MHz DEPTQ 13C NMR spectrum of 6b
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Figure S9. IR spectrum of 6b
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Figure S10. HRMS of 6b
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Single Mass Analysis
Tolerance = 30.0 PPM / DBE: min =-1.5, max =40.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
166 formula(e) evaluated with 19 results within limits (up to 8 closest results for each mass)
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LAP25fr19_21am 18 (0.352) AM (Cen,2, 80.00, Ar,8000.0,325.19,0.76,LS 5); Cm (15:21-2:7) 1. TOF MS ES+
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Mass Calc. Mass mDa PPM DBE Score Formula
422.1584  422.1580 0.5 1.2 10.5 3 £22. H25. N..06._ Na
422.1604 -1.9 -4.5 13.5 4 C24 H24 N O6
422.1563 2.1 5.0 9.5 2 Cl9 H24 N3 O08
422.1606 -2.2 -5.2 15.0 5 C25 H23 N2 03 Na
422.153% 4.5 10.7 6.5 1 C17 H25 N3 08 Na
422.1630 -4.6 -10.9 18.0 3 €27 H22 N2 O3
422.1633 -4.9 -11.5 19.5 7 C28 H21 N3 Na
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Figure S11. 300 MHz 1H NMR spectrum of 7a
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Figure S12. 75 MHz DEPTQ 13C NMR spectrum of 7a
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Figure S13. IR spectrum of 7a
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Figure S14. 300 MHz 1H NMR spectrum of 7b
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Figure S15. 75 MHz DEPTQ 13C NMR spectrum of 7b
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Figure S16. IR spectrum of 7b
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Figure S17.300 MHz 1H NMR spectrum of 16
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Figure S18. 75 MHz DEPTQ 13C NMR spectrum of 16
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Figure S19. 300 MHz 1H NMR spectrum of 17
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Figure S20. 75 MHz DEPTQ 13C NMR spectrum of 17
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Figure S21. IR spectrum of 17
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Figure S22. IR spectrum of 18
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Figure S23. HRMS of 18
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Single Mass Analysis
Tolerance = 50.0 PPM / DBE: min = -1.5, max = 40,0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisctopic Mass, Odd and Even Electron lons
18 formula(e) evaluated with 1 results within limits (up to 8 closest resulls for each mass)

Lynn Power Univarsity of St-Androws ! 08-Jui-2007 11:44:41
School of Chemistry GCTOF
LAP_150__di 379 (8.317) Cm (366:382-1:32) TOF MS Ci+
100 151,0721 5.2085
80,0627
85,0558 123.0670
700566 87.0823 152,

o B S | ‘( OB L1 mws\l 129.?931[!310637 S (w,.002 67,0737 179.1028 163.1032201.0053 237.1434

O A A A R T L il R AR g oy R
Minimum: -1.5
Maximun: 200.0 s0.0 40.0
Mass Cale. Mass mba M DBE Score Formula

217.1454 237.1492 0.3 1.4 4.5 1 Ci4 H2L 03 H



Figure S24. 300 MHz H NMR spectrum of 19
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Figure S25. 300 MHz H NMR spectrum of 20
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Figure S26. 75 MHz DEPTQ 13C NMR spectrum of 20
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Figure S27. HRMS of 20
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Single Mass Analysis
Tolerance = 50.0 PPM / DBE: min = -1.5, max = 40.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Moncisotopic Mass, Odd and Even Electron lons
65 formula{e) evaluated with 10 results within limits (up to 8 closest results for each mass)

Lynn Power University of St-Andrews S T 12-Sep-2007 11:12:56
School of Chemistry GCTOF
LAP1BOF2_ol 208 (3.467) Cm (180:210-1:50) TOF M5 Cl=+
100 2240895 25208
186.0837
% 153.0793
157.0000 1780548 208.0845 242:1031 310.1658
0 g "1-«“* qm;‘lu.hnﬂ EMAT { 1 Ilf18"1°s1 ! I',2ln1079 l(m.m L m‘:mm'J?GT m‘?&' (31"‘7m m"u
90 100 | 110 120 | 130 140 150 160 170 180 @ 190 200 210 220 230 240 250 260 270 280 290 300 310 420 330
Mindmum: -1.5
Maxinum: 200.0 $0.0 40.0
MNass Calc. Mass nba M DEE Score Formula
310.1653 310.165¢ -0.1 -0.8 5.5 s Cl6 H24 N OS5
310.1681 -2.8 -9.1 10.0 7 C19 H22 N2 02
310.1614 3.9 12.5 1.5 p ! Cl1 H24 N3 Q7
310.1569 8.4 27.1 10.0 8 C20 W22 03
310.1740 -8.7 -28.1 1.0 2 C12 H26 N2 O7
310.1556 9.7 31.4 10.5 € Cl8 H20 N3 02
310.1767 «11.4 ~36.7 5.5 4 Cl5 H24 N3 O4
310.1528% 12.4 40.1 6.0 3 Cl5 H22 N2 OS5



Figure $28. 300 MHz 'H NMR spectrum of 21
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Figure S29. 75 MHz DEPTQ 13C NMR spectrum of 21
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Figure S30. IR spectrum of 21
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Figure S31. HRMS of 21
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Single Mass Analysis
Tolerance = 50.0 PPM / DBE: min =-1.5, max = 40.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
27 formula(e) evaluated with 5 results within limits (up to 8 closest resuits for each mass)

Lynn Power University of St-Andrews 10-Mar-2006 10:24:05
School of Chemistry LCTOF
LAP146fr6_14am3 21 (0.402) AM (Cen,2, 80.00, Ar,7000.0,556.28,0.76,LS 5); Cm (21:30) 1: TOF MS ES+
563.2197 1.20e3
100~
%.1
] 4971440 4394728
1 308.1334 '¢40.2148 558.2502 [564.2241 5952451 755‘99"%
0 b R AR L LR LA ] L e R L L L R R F R R R L L R LS LR RS ALl Rt LRSS AR LARRT ARttt AR R KRR LY LEbs naday ni Z
400 420 440 460 480 500 520 540 580 580 600 620 640 660 680 700 720 740
Minimum: -1.5 i
Maximum: 200.0 50.0 40.0 L
Mass Calc. Mass mDa PPM DEBE Score Pormula
563.21987 563.2198 -0.2 -0.3 21.5 3 C37 H32 04 Na
563.2222 -2.6 -4.86 24.5 4 C389 E31 04
563.1987 21.0 37.2 26.5 5 C40 H28 02 Na
563.2410 -21.3 -37.8 16.5 1 C34 H36 06 Na
563.2434 -23.7 -42.1 19.5 2 C36 H35 06



Figure S32. 300 MHz 1H NMR spectrum of 22a
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Figure S33. 75 MHz DEPTQ 13C NMR spectrum of 22a
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Figure S34. IR spectrum of 22a

57.0.
55

50

45
40 1603.24

1497
35

30|t

58.71

615.74

WT

15 ]

114331
179517 1459.61
10

15,97

4000.0 3000 2000 1500 1000 500 400.0
em-1

clpel_dstsspectraiopidTo2 sp-bp 147 bre 2



Figure S35. 300 MHz 1H NMR spectrum of 24
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Figure S36. 75 MHz DEPTQ 13C NMR spectrum of 24
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Figure 37. IR spectrum of 24
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Figure S38. 300 MHz 'H NMR spectrum of 25
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Figure S39. 75 MHz DEPTQ 13C NMR spectrum of 25
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Figure S40. 300 MHz 1H NMR spectrum of 27
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Figure S41. 75 MHz DEPTQ 13C NMR spectrum of 27
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Figure S42.300 MHz 'H NMR spectrum of 28
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Figure S43.

75 MHz DEPTQ 13C NMR spectrum of 28

e

180

neean
L L M)
7000
008
47900
45430
Mg
15290
a5




Figure S44. HRMS of 28

Elemental Composition Report

Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 40.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
18 formula(e) evaluated with 1 results within limits (up to 8 closest resuits for each mass)

Lynn Power University of St-Andrews
School of Chemistry GCTOF
LAP172_ci 177 (2.934) Cm (159:180-1:40)
135.0445
100+
| 125.0606
%-
107.0503 153.0573
| 136.0454 211.0968
Jlssouse 7ome tosossjisosagl | |7 | iragare 197009 tengroe | | Z16SeH1 252083
ety e e ety e e fhHptririerp e b y
T 70 B0 90 100 190 130 130 140 150 160 170 180 190 200 290 230 230 240 " 250 260 "
Minimum: -1.5
Maximum: 200.0 20.0 40.0
Mass Calc. Mass mbDa PEM DBE Score Formula

211.0968 211.0870 -0.2 s 12 § 4.5 1 Cll H15 04



Figure S45. 300 MHz 'H NMR spectrum of 29a
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Figure S46. 75 MHz DEPTQ 13C NMR spectrum of 29a
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Figure S47. IR spectrum of 29a
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Figure S48. 300 MHz 1H NMR spectrum of 29b
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Figure S49. IR spectrum of 29b
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