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Figure S1. 'H NMR spectrum (400 MHz, CDCl;) of compound 3a.
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Figure S2. 13C NMR spectrum (100 MHz, CDCls) of compound 3a.
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Figure S3. 'H NMR spectrum (400 MHz, CDCl;) of compound 3b.
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Figure S4. 3C NMR spectrum (100 MHz, CDCI;) of compound 3b.
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Figure S5. 'TH NMR spectrum (400 MHz, CDCl3) of compound 3c¢.
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Figure S6. 13C NMR spectrum (100 MHz, CDC]l;) of compound 3c.
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Figure S7. 'H NMR spectrum (400 MHz, CDCl;) of compound 3d.
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Figure S8. 13C NMR spectrum (100 MHz, CDCl3) of compound 3d.
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Figure S10. 3C NMR spectrum (100 MHz, CDCls) of compound 3e.
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Figure S11. "H NMR spectrum (400 MHz, CDCl3) of compound 3f.
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Figure S12. 3C NMR spectrum (100 MHz, CDCls) of compound 3f.
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Figure S13. '"H NMR spectrum (400 MHz, CDCl3) of compound 3g.
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Figure S14. 3C NMR spectrum (100 MHz, CDCls) of compound 3g.
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Figure S15. "H NMR spectrum (400 MHz, CDCl3) of compound 3h.
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Figure S19. '"H NMR spectrum (400 MHz, CDCl3) of compound 4b.

8'TC—

§'65—
L'19—

0’501 —
9'bTT
N.Nﬁ/
Teet
zsel
ot
m.wﬁw
S0ET 7
m.omﬁ\
0'TET
8'zel
£eeT
8'beT
0ZpT
€€t
L1
0'bST
bpST
S'ST

0°08T —

4b
100 MHz, CDCl;

OMe

ai 1”

|

|

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

190

Figure S20. 3C NMR spectrum (100 MHz, CDCls) of compound 4b.
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Figure S21. '"H NMR spectrum (400 MHz, CDCls) of compound 4c.
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Figure S22. 3C NMR spectrum (100 MHz, CDCl;) of compound 4c.
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Figure S23. '"H NMR spectrum (400 MHz, CDCl;) of compound 4d.
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Figure S24. 3C NMR spectrum (100 MHz, CDCls) of compound 4d.
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Figure S25. '"H NMR spectrum (400 MHz, CDCl;) of compound 4e.
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Figure S26. °C NMR spectrum (100 MHz, CDCls) of compound 4e.
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Figure S27. '"H NMR spectrum (400 MHz, CDCl3) of compound 4f.

8.0

8.5

6'TC—

L'T9—

#'€0T —
1811
0zt
zeen
b'seT
9'9z1
m.wﬁw
9'0€T
0'1ET
€1t
€ZeT
LTET
€T
bbeT
LTHT
Lyt
T'6bT
8'bST
6'bST

8'6LT —

10

20

30

60 50 40

70

120 110 100 90 80
f1 (ppm)

4f
100 MHz, CDClj3

Br
160 150 140 130
Figure S28. 3C NMR spectrum (100 MHz, CDCl;) of compound 4f.

170

180




SPSb'C—

S6¥0'S —

T16v°9
voﬁw.oM

org9/

960t
6£69°L
| 4vAva
18¢L°L
02008
VNNo.wV
¢LTT8~
90’8~

0200'8 ~
Ce0'8 -

£T8T'8~
02078~
2ies/

908y
209y'8

49
400 MHz, CDCl,

S68E°L~
960v°L —

12303

80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0
f1 (ppm)

8.5

Figure S29. '"H NMR spectrum (400 MHz, CDCl3) of compound 4g.
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Figure S30. 3C NMR spectrum (100 MHz, CDCls) of compound 4g.



L09V'C —
¢eS9'C—

¥86€'9 —
9¢89°'L
9T0L’ n

£006'9~ 0/€L° m

gy sssc

NNR L/

G55/ m ommm n

£020°8
0666° m
€020 w £5c0'8

£520° m 99408

994,0'g ~ PT0T'8~ _
$102°'8 -7 602’8

60¢C'8
SESY w GESH” w
9Ly’ w 9Ly m

400 MHZ, CDCl3

2.
i

7.7

7.9

8.5

=10°€
=00'€

=00'T

166'T

2.4

3.0

3.6

4.2

8'TC~
§'9C~
L'6C—

819 —

7.8 7.2 6.6 6.0 5.4 4.8
f1 (ppm)

Figure S31. "H NMR spectrum (400 MHz, CDCl3) of compound 4h.

8.4

06T —

"
9 80 70 60 50 40 30 20 10

|

120 110 100
f1 (ppm)

100 MHz, CDCl3
150 140 130

160

Figure S32. 3C NMR spectrum (100 MHz, CDCl3) of compound 4h.

190 180 170

200




8.11
8.08
7.90
7.86
- 7.69
L 7.65
L 7.62
7.56
7.52
L 7.39
}7.35
}7.26
£:86
—2.36

~— 0 o 0 AN AN WOAN O O
— O o O OV OWINnWn-s
R RS NN o)
b b AN O‘
I
A | | A
| ! ‘ S
|
5b
‘ 200 MHz, CDCl3 Me
81 80 7.9 7.8 7.6 o750 o o
f1 (ppm) M 0 N N
™~ ~ ™~ ™~
Lo Lo
|
17.40 7.30 7.20
f1 (ppm)
&N
i
-
80 75 70 65 60 55 5.0 35 30 25 20 15 10 05 00

5 40
f1 (ppm)

Figure S33. 'H NMR spectrum (200 MHz, CDCls) of compound 5b.

1 o N®ROTHMY QWY

o v — —“nNnNM—oanao ¢}
NN © TOMMO MM ANNNN —
o i R e B B B B B B B e B [a\]
\ [ e [

5b
50 MHz, CDCl3 Me

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O
f1 (ppm)

Figure S34. 3C NMR spectrum (50 MHz, CDCls) of compound 5b.



8.21
8.19
7.98
7.96
\7.75
-7.73
7.64
7.62
7.42
17.41
17.38
£:38
—2.43

B |
(0]
N2 &S o
0 o [
|
| !
S Me
T T T T T T T T 5c
8.25 8.15 8.05 7.95 200 MHz, CDCl3
e NiR 3383
NKNN NN N
2NN AR

i f1(ppm)
.
& &
S N
~— ™M
80 75 70 65 60 55 5 20 15 1.0 05 0.0

50 45 40 35 30 2.
f1 (ppm)

Figure S35. '"H NMR spectrum (200 MHz, CDCls) of compound 5c.

o~ ® wn—HNmwoomMmINLO Y
O - OV MMALO O YL ~M
NN © TOMMOMOMMOMAANNNN —
— ~— R IR IR o B o B B B B R e B B B B | o
\ o/ I e = I

o

S Me

5¢c
50 MHz, CDCl,

180 170 160 150 140 130 120 110 100 9 8 70 60 50 40 30 20 10 O
f1 (ppm)

Figure S36. 3C NMR spectrum (50 MHz, CDCl;) of compound 5c.



19
17
97
95
73
62
61
50
03
—5.89
—3.89

COOMNNINININNNNN
SEPEPShEhENUING o)
(0]
S
5d

82 81 80 79 78 7.7 76 200 MHz, CDCl; OMe
flppm) g% 89
NN NN
N .

80 75 70 65 60 55 50 45 40 35 30 25 20 15
f1 (ppm)
Figure S37. 'H NMR spectrum (400 MHz, CDCls) of compound 5d.

NN n 9 NN M ONnG o o ©
RR R BmMmRA8N2S i3
T ¥ SRSty T

0]

904
S
5d
50 MHz, CDCls OMe

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40
f1 (ppm)

Figure S38. 3C NMR spectrum (50 MHz, CDCI;) of compound 5d.



0.00004 -
0.00002 - 2
0.00002 -
0.00000
0.00000 -
=< _0.00002 <
E & i 9 E -0.00002 4
S 0.00004] ! y, EPc1 jo] =
& i / - 5
I ]
; Ep., 0.00004
-0.00006 | ¢
/ S0;3Na -0.00006 -
-0.00008 -| m
T T T T T T T -0.00008 T T T T T T
1240 530 £20 310 0 310 820 1080 720 380 0 380 720 1080
Potential (mV) ial (mv)
0.00002 - Epaz
i 0.00002 E
0.00002 -| Faz
0.00001
0.00001 |
0.00000
—. 0.00000 _
= < -0.00001 -
= -0.00001 - = .
= S -n.00002
= -0.00002 S5
o & 000003
-0.00003 -0.00004 4
-0.00004 4 -0.00005 | i
-0.00005 T T T T T T -0.00006 - . i . . ; .
1080 720 -360 0 360 720 1080 080 -T20 360 o 80 720 1080
Potential (mV) Potential {m

Figure S39. Representative cyclic voltammograms of selected compounds belonging to
class 1 (insert a), class 2, class 3 (compound 3a, insert b) and class 5 (compound 5b,
insert c¢). Phosphate buffer 0.1 M (pH 7.4) + 30% methanol; glassy carbon electrode, £
vs. Ag/AgCl reference electrode (SSE), 200 mV s-!. Potential range: +1.0 V to -1.0 V.

Anodic direction. E initial: 0 V.



