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Figure S1. "H NMR spectrum of 1 in pyridine-d5
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Figure S2. *C NMR spectrum of 1 in pyridine-d5

CRI...AVANCE 600

CRI-589-24-B1

COSY

0.0 ppm

0.5

Lo

- 9o il 4

2.0

25

3.0

3s

4.0

4.5

50

55

6.0

ppm

6.5

7.0

0.0

0.5

1.5

25

30

3
4.0

4.5

6.5

Figure S3. 'H-'H COSY spectrum of 1 in pyridine-d5
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Figure S4. HMBC spectrum of 1 in pyridine-d5
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Figure S5. NOESY spectrum of 1 in pyridine-d5



Analysis Info - I
Analysis Name TOFCRI013162 Vilailuk CRI-589-24- B1 A-d Acquisition Date  6/5/2012 11:36:06 AM

Method apci_neg_low-nitiratt.m Operator Administrator
Sample Name  APClneg Operator:Nitirat Instrument micrOTOF 74
Acqulsmon Parameter Set Corrector Fill 56V
Source Type APCI lon Polarity Negative Set Pulsar Pull 409V
Scan Range n/a Capillary Exit -90.0 V Set Pulsar Push 409V
Scan Begin 12Q m/z . Hexapole RF . 1200V Set Reflector 1300 V
Scan End 1000 m/z . i Skimmer-1-. - Mo b e -Set Flight Tube - 9000 V

o - Hexapole 1 ‘7S~e\ De}gctot TOF 2250V

Intenss. 497.3414 -MS, 0.8-0.9min #(18-21),
x10

1.04
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0.2 T ' 4aé gss3 T[T

<] " 539.1872
4664190 Ll 5113360 521.1262 [ 5546427
0.0+ A ALy hpa il y T hr b r r
460 470 480 . 490 500 5 520 530 540 550 560 m/z
m/z Res. SIN | FWHM

#
1 1453359 2363  742.2 51189 0.0615.
2 1455963 2178 297.0 20500 0.0669
3 1458546 2139 286.4 . 19767 0.0682
4 1461159 2447 1152 7963 0.0597
5 197.0226 6642 1083, 13060 _0.0297
6 2130172 6834 14147 19642700812
7 2150323 6999 11758 . 164071 0.0307 :
8 2160359 6863 844 11748 0.0315
9 217.0303 7154 3933 54172 0.0303
10 2200484 7002 1606.8 202711 0.0327
11 2300520 7226 1355 17014 0.0318
12 231.0462 7235 5455 67812 0.0319
13 4410079 9134 4933 75196 0.0483
14 4420107 8973 1023 15871 0.0493
15  443.0050 8899 4524 70480 0.0498
16 4440082 9113  97.3, 15434 0.0487
17 - 4450026 9062  155.11--24775 —0.0491 Ty s =
18 4849500 8722  49.4 8960 0.0556 -
19 4869553 9333 862 15433 0.0522
20 497.3414 9155 696.9 120589 0.0543
21 4983441 9436 2247 38896 0.0528
22 499.3398 9194 2589 44686 0.0543
23 500.3438 8871  73.9°' 12845 0.0564
24 5271262 9300  51.8, 8341 0.0567
25 5301872 9120 709 10365 0.0591
26 6559903 9563 1029 8907 0.0886
27 718.8331 42208 1119 8778 0.0170
28 . 955.9719 . 10931..713. 37827.90:%@ i N —
20 957.9704 10694 2362 | 12604*0.0806" " [
30 10256957 50067 2233 ' 9170 0.0205'

Bruker Daltonics DataAnalysis 3.3 printed:  6/5/2012 11:39:26 AM Page 1 of 1
I : :
|

Figure S6. HRMS spectrum of 1
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Figure S7. '"H NMR spectrum of 2 in CDCl;
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Figure S8. *C NMR spectrum of 2 in CDCl;
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Figure S10. *C NMR spectrum of 3 in pyridine-d5
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Figure S12. *C NMR spectrum of 4 in CDCl;
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Figure S13. "H NMR spectrum of 5 in pyridine-d5
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Figure S14. *C NMR spectrum of 5 in pyridine-d5
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Figure S15. 'H NMR spectrum of 11 in CDCl;
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Figure S16. *C NMR spectrum of 11 in CDCl,



CRI.....AVANCE 600

CRI-589-28-B1

b MWMLL

r

+

€19

i
S
=

E.’[ El

)

ppm

0.0

1o

LS

30

35

a5

6.0

6.5

70

80

Figure S17. "H NMR spectrum of 12 in pyridine-d5
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Figure S18. 3C NMR spectrum of 12 in pyridine-d5
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Figure S19. '"H NMR spectrum of 13 in CDCl;
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Figure S20. *C NMR spectrum of 13 in CDCl,



