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Table S1. Molar extinction coefficient (g), fluorescence quantum yield (®s), and singlet oxygen quantum vield

(®4) of the tested PN in water

Compound ¢ (L.mol''.cm™) @ Da
PNS 9026.88 <0.01 0.97
4a 3538.81 0.02 0.80
4b 6824.01 0.01 >0.98
5a 8074.44 0.02 0.97
5b 7265.28 <0.01 0.31
6a 7818.8 <0.01 0.70
6b 4009.84 <0.01 0.59
Ta 3493.81 <0.01 >0.99
7b 4421.33 <0.01 N/A — signal not good
8a 4189.9 <0.01 >0.99
8b 5932.82 <0.01 N/A — signal not good
9a 2417.86 0.02 0.93
9b 3590.89 0.01 0.23
10a 3243.01 0.02 0.87
10b 6414.40 0.02 N/A — signal not good
5 10396.61 0.02 0.87
10 2790.03 0.02 0.91
SAPyr 2834.47 0.02 0.83
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Figure S1. *H NMR of compound 7 in CDCls
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Figure S2. 3C NMR of compound 7 in CDCl3
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Figure S3. HRMS ESI* of compound 7
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Figure S5. 13C NMR of compound 8 in CDCl3



Intens. ] +MS, 0.32min #18, Background Subfracted (#5-6)
x105] 1+
5] 484.1656

0 ] 193 .‘CIE48 444, E 473 588.2284

100 200 300 400 500 600 mz

Intenss.: N X053183CYC.d: +MS, 0.32min #18, Background Subtracted (#5-6)
x10 +
1 484.1656

4

1+
485.1688
15 1+
1 486.1719
A

CyH2aNy Oy, 484.1656
+
57 484,1656

1+
485.1687
11 1+
] 486.1717

—rr7T T r—r—r—r T —r—r L B S S S S S

‘4840 4845 485.0 485.5 '486.0 486.5 4870 4875 mhz

Figure S6. HRMS ESI* of compound 8




2.044
2.014
1.998
1.975

A
AN

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 ppm

N Qlr|[N|[r—| NN wn N|[o|D|= o~ o [00|N
S alalel|ele| [e]e o all=|Sle = |= =N
L] I P B P P P R o rlleileile < | ololon
. 1 .
Figure S7. *H NMR of compound 4a in CDCl3
e
NNy e oM OmM T O ~ o
................. o © 0
mmmmmmm NN NN NN [l i o N B B 4 [eNe}
HHHHHHHHHHHHHHHHHHHHH IS

——183.45
170.48
169.89
169.63
169.52

4.

Q.

6.

3

l

1

9

8

7

7

7

6
100.66
—53.31
— 39.39
20.86
20.80

<

\'g \\\\\\\J Ve N2

L L

T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 0 80 70 60 50 40 30 ppm

Figure S8. *3C NMR of compound 4a in CDCls
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Figure S11. 3C NMR of compound 4b in CDCls
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Figure S20. 3C NMR of compound 6a in CDCl3
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Figure S26. 3C NMR of compound 7a in CDCl3
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Figure S28. *H NMR of compound 7b in CDCls
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Figure S29. 3C NMR of compound 7b in CDCls



Intenss-_ +MS, 0.39-0.41min #23-24, Background Subtracted (#5-7)
x10° | 1+
3 574.2126
24
1 -
ol 79.0180 382.1550 472.2021
100 200 300 400 500 600 miz
Inlenss. 14 X054036CYC.d: +MS, 0.39-0.41min #23-24, Background Subtracted (#5-7)
x1054
3l 574.2126
2j 1+
] 575.2159
1]
1 1+
] 576.2189 14
A 577.2218
x109 . CsaH2aN3Os, 574.2125
o +
3: 574.2125
2-
| 1+
J 575.2157
1 B
) 1+
] 576.2188 1+
o] 577.2218
574 575 576 577 578 579 miz

Figure S30. HRMS ESI* of compound 7b
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Figure S32. 3C NMR of compound 8a in CDCl3
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Figure S38. 3C NMR of compound 9a in CDCl3
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Figure S41. 3C NMR of compound 9b in CDCls



|ntE|"IS.:
%1057

O: . 193.0?‘43 .

+MS, 0.34-0.36min #20-21, Background Sublracted (#5-7)

1+
583.2340

100 ' 200

300

500 600  mz

x10° 1+
1 583.2340

1+
584.2373

1+
585.2401

X053179CYC.d: +M5, 0.34-0.36min #20-21, Background Subtracted (#5-7)

1+
586.2432

1+
67 583.2340

3] 1+
] 584.2371

(¥ E— :

1+
585.2401

CaaHuiMNaOs, 583.2340

1+
586.2430

Figure S42. HRMS ESI* of compound 9b

5630 5835 5840 5845

5860 5865 5870 5875  maz



16"

'8

G —

NV

i

ppm

4.5

5.0

6.5

7.5

8.0

9.0

00°6€
LT 6€
pE6E
05 6€
09°6€
L9 6€
CYANES
— e ¥86€
(4323 €6 6¢
16'L 00" 0F
e 0T 0¥
A —
TS—
00°2
—
O
|ﬁ_u
w g6'5el
z5r 97T
> 3#3/
=) 69°L2T
€61 LTT—
SO°L £ 95 06T ——
= © TLUTET —_
o't o mv.mma\
- @m.mg.\.
- gzrocT
10°L c LytLeT
- > ET EPT ——
90°2 o
(]
20T €
o
(=}
G
o
-~ P
08’ s
——
60’1 =2
T
-
™
<
(%]
(0]
—_
>
o 9% 28T ——
&

170 160 150 140 130 120 110 100 0 80 70 60 50 40 ppm

180

Figure S44. 3C NMR of compound 10a in DMSO-de
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Figure S46. 'H NMR of compound 10b in D,0
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Figure S47. 3C NMR of compound 10b in D,0
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Figure S48. HRMS ESI* of compound 10b




Figure S49 : Chemical structures of all compounds
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