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Figure S1. “H NMR (500 MHz, DMSO-de) of 4a.
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Figure S2. 3C NMR (125 MHz, DMSO-ds) of 4a
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D:\eliwa\Synth..._EE-42ECC_01.d\ Injection 1 OC3_EliwaEs_08...d, + M5 Profile MS + spectrum 0.00
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Figure S3. (+)-ESI-MS of 4a
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Figure S4. *H NMR (500 MHz, DMSO-ds) of 4b
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Figure S5. 3C NMR (125 MHz, DMSO-ds) of 4b
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Figure S7. 'H NMR (500 MHz, DMSO-ds) of 4c
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Figure S8. 3C NMR (125 MHz, DMSO-ds) of 4c
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Figure S11. 3C NMR (125 MHz, DMSO-ds) of 4d
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Figure S12. (+)-ESI-MS of 4d
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Figure S14. °C NMR (125 MHz, DMSO-ds) of 4e
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Figure S17. 13C NMR (125 MHz, DMSO-ds) of 4f
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Figure S22. 'H NMR (500 MHz,

DMSO-ds) of 8b
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Figure S23. 3C NMR (125 MHz, DMSO-ds) of 8b

D:\eliwa\Synth...2_EE-7ECC_02.d\ Injection 1 OC3_EliwaEs_09...d, + MS Profile MS + spectrum 0.00

140000+ 372.248
100.00%

1300004
120000
110000+
100000
90000
80000+
70000+
60000
50000+
40000+ 373.217

24.17%
30000+

394.205
20000+ 13.40%

338.448| | 435.188
10000+ 209.087 3.309 | | | 4-11% 685.501 798.419 1178.714
0.55% = l 1.26% 0.83% 1.21%
o i wado il b L L 1 1
-10000
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 151
m/z (Da)

Figure S24. (+)-ESI-MS of 8b
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Figure S29. 'H NMR (500 MHz, DMSO-ds) of 8e
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Figure S32. 'H NMR (500 MHz, DMSO-ds) of 5a
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Figure $33. *C NMR (125 MHz, DMSO-ds) of 5a
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Figure S35A. *H NMR (500 MHz, DMSO-ds) of 5d
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Figure $36. °C NMR (125 MHz, DMSO-ds) of 5d
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Figure S38A. 'H NMR (500 MHz, DMSO-ds) of 5e
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~75000

70000

65000

55000

50000

45000

35000

30000

25000

20000

15000

(10000

5000

-0

F-5000

Page 25 of 33



Supporting Information

OC3_EliwaEs_0905_EE-52ECC.10.fid — Es. Eliwa, OC3, EE-52ECC — C13CPD DMSO {C:\Bruker\TopSpin3.0} Service 17

}-130000
(120000
— oN O nmaNoO T @
o e R = 3 -110000
(2] onNmMm nmumummnN~N~m~N O .
= na i o fo om0~ 38
[ L L Vb S ) [ litoncan
90000
{80000
{70000
60000
50000
40000
{30000
20000
‘ I | 10000
L] 1 ,
(--10000
30 220 210 200 190 180 170 160 150 140 130 120 110f1%oo ) 90 80 70 60 50 40 30 20 10 0 -10 -20 -30
ppm,
H 13
Figure S$42. 3C NMR (125 MHz, DMSO-ds) of 5f
D:\eliwa\Synth..._EE-52ECC_01.d\ Injection 1 OC3_EliwaEs_09...d, + MS Profile MS + spectrum 0.00
1000000
226.960
100.00%
900000
800000
700000
600000
500000
400000
300000
2000004
204.977|227.960
10.98%]|11.76% 430.857
1000007 269.001 7.24%
3.33% 551.619 653.932 975.926
0.89% 0.83% 0.72%
ol 1 N il P

T T T T T
50 100 150 200 250 300 350 400 450

Figure S43. (+)-ESI-MS of 5f

T T T
500 550 600
m/z (Da)

T T T T T T
650 700 750 800 850 900 950 100

Page 26 of 33



N

N0z

o~ ~O
9a

0C3_EliwaEs_0901_EE-13ECN.10.fid — Es. Eliwa, OC3, EE-13ECN — PROTON DMSO {C:\Bruker\TopSpin3.0} Service 8

il I

7 6
f1 (ppm)

Figure S44A. *H NMR (500 MHz, DMSO-ds) of 9a

0C3_EliwaEs_0901_EE-13ECN.10.fid — Es. Eliwa, OC3, EE-13ECN — PROTON DMSO {C:\Bruker\TopSpin3.0} Service 8

Q0000
R RLRL RG]
P
ooooon
ORI ONNNRNLTOQDD DO NN O
HA A A NR OO0 OTTTTMMMMM i nm
@B NINNNNNNNNNNNNMNNN N K Ky
SN - — phh R
[ /‘ | ‘
| |
i J
B (ddd)
7.69
#H=1
A(dd)| |C(m) D (m) E (m)
8.18 7.39 3.80 1.98
#H=1 #H=2 #H=4 #H=4
J@L “
W H H w H
8 g 8 g g
— — ~ - -
T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 4.0 35 3.0 25 20 15 1.0 05

5.0 45
f1 (ppm)

Figure S44B. 'H NMR (500 MHz, DMSO-ds) of 9a
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Figure S47A. *H NMR (500 MHz, DMSO-ds) of 9d
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Figure S47B. 'H NMR (500 MHz, DMSO-ds) of 9d
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Figure $48. 3C NMR (125 MHz, DMSO-ds) of 9d
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Figure S49. (+)-ESI-MS of 9d
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Figure S50. *H NMR (500 MHz, DMSO-ds) of 9¢
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Figure S51. 23C NMR (125 MHz, DMSO-ds) of 9e
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Figure S52. (+)-ESI-MS of 9e
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Figure S54. 3C NMR (125 MHz, DMSO-ds) of 9f
D:\eliwa\Synth..._EE-17ECN_01.d\ Injection 1 OC3_EliwaEs_09...d, + MS Profile MS + spectrum 0.00
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Figure S55. (+)-ESI-MS of 9of
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