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NMR Spectra
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Figure S1. *H NMR spectrum of 5 (699Mz, CDCls).
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Figure S2. 3C NMR spectrum of 5 (176 Mz, CDCls).
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Figure S3. B NMR spectrum of 5 (176 Mz, CD,Cl,).
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Figure S4. *H NMR spectrum of 6 (699Mz, DMSO, ds).
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Figure S5. $3C NMR spectrum of 6 (176 Mz, DMSO, ds).
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Figure S6. 1B NMR spectrum of 6 (176 Mz, CD,Cl,).
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UPLC Traces
Sample name: P3
Column: BEH C18 2.1x50 mm 1.7 pm
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Figure S7. UPLC analysis of Pa. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass detector (ESIY),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: P4

Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent B: Acetonitrile +0,1% HCOOH
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Figure S8. UPLC analysis of P4. a) ELSD detector, b) Photodiode array detector (absorbance maximum

for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass detector (ESI®),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: Pse Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S9. UPLC analysis of Pse. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass detector (ESI®),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: P7e Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S10. UPLC analysis of Pze. a) ELSD detector, b) Photodiode array detector (absorbance maximum

for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass detector (ESIY),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: P7e

Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent B: Acetonitrile +0,1% HCOOH

a) 09-Jun-2020 17:22:17 ACQ-TQD#QBA0TS
SDEY1-103-TEE- Inj1-tune4-grad20-30 (1) ELSD Signal
143 Range: 355
300.000
250,000
_, 200000
@
4
150.000
100.000-
50,000
o AN
B e L L A A o B B A R R A kLA B Ry A e A A RE A A A oA AR R 1
0.20 040 0.60 0.80 1.00 1.20 140 1.60 1.80 200 2.20 240 2.60 2.80 i}
b 09-Jun-2020 17:22:17 ACQ-TQD#QBAOT9
) SDEV1-108-TEE- Inj1-tubed-grac20-30 4. Diode Array
143 Range: 2.348e+1
1.5e+14
285
5 10e+
504
B T ST PP PP PP TP T e e e Tie
0.20 0.40 050 0.60 1.00 1.20 140 1.60 1.80 2.00 220 240 260 2.60 3.00
09-Jun-2020 17:22:17 ACQ-TQDAQBAOTS
C) SDEV1-103-7EE- Inj1-tubed-grad20-30 5. Diode Array
1.43 214
6.0e-1 Range: 7.494e-1
5.0e-1
285
4.0e-1
B 3.08-1
2.0e-1
1.0e-1
e e e e Tie
0.20 0.40 0.60 0.80 1.00 1.20 140 1.60 1.80 2.00 220 240 2.60 280 3.00
d 09-Jun-2020 17:22:17 ACQ-TQDEQBAOTS
) SDEV1-103-7EE- Inj1-tubed-grad20-30 1: M32 ES+
148 Tic
6.71e7
B
e N R A Al ([
020 040 060 0.80 1.00 1.20 140 1.60 1.80 2.00 220 240 260 2,80 3.00
e) f)
08-Jun-2020 17:22:17 ACQ-TQD¥QBAOTY 09-Jun-2020 17:22:17 ACQ-TQD#QBAOTY
SDEV1-103-7EE- Inj1-tubed-gran20-30 1712 (1.446) 5 Dioge Aray SDEV1-103-TEE- Inj1-fubed-grac20-30 85 (1.481) Cm (92:103) 1:MS2 ES+
1166 10 a0, 26626
|
Y
\
soe1] |
A\
c0e \'\
3 60l \ -
y
- \
4081 \
4
2081 \ Be2.02
N . ‘:IF"‘A’ a:ulsa 71285 g7a 14| 90250 101051 1340.02 159088
0.0 TTTT——————— e nm O- ety ettty mz
200 0 240 260 280 300 4. 340 360 380 400 400 600 a0 1000 1200 1400 1600
g) Time Flow Rate %A %B Curve
(min) (mL/min)
Initial 0.600 95.0 5.0 Initial
0.10 0.600 95.0 5.0 6
0.20 0.600 80.0 20.0 6
2.50 0.600 70.0 300 6
255 0.600 0.0 100.0 6
3.0 0.600 0.0 100.0 6
3.10 0.600 95.0 5.0 6
4.00 0.600 95.0 5.0 6

Figure S11. UPLC analysis of Pee. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass detector (ESIY),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: P11e

Column: BEH C18 2.1x50 mm 1.7 pm
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Figure S12. UPLC analysis of Pue. a) ELSD detector, b) Photodiode array detector (absorbance
maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESIY), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: F3

Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A: H.0+0.1%HCOOH
Solvent B: Acetonitrile +0,1% HCOOH
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Figure S13. UPLC analysis of Fs. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass detector (ESI"),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.

S12



Sample name: F4 Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S14. UPLC analysis of F4. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass detector (ESI"),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.

S13



Sample name: Fse
Column: BEH C18 2.1x50 mm 1.7 pm
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Figure S15. UPLC analysis of Fse. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass detector (ESI®),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: F7e Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S16. UPLC analysis of F7e. a) ELSD detector, b) Photodiode array detector (absorbance maximum
for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass detector (ESIY),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: Foe

Solvent A: H.0+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent B: Acetonitrile +0,1% HCOOH
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Figure S17. UPLC analysis of Fge. a) ELSD detector, b) Photodiode array detector (absorbance maximum

for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass detector (ESI®),
e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: Fiie
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A:; H.0+0.1%HCOOH

Solvent B: Acetonitrile +0,1% HCOOH
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Figure S18. UPLC analysis of Fue. a) ELSD detector, b) Photodiode array detector (absorbance
maximum for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: Fiise
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A: H.0+0.1%HCOOH
Solvent B: Acetonitrile +0,1% HCOOH
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Figure S19. UPLC analysis of Fuse. a) ELSD detector,

b) Photodiode array detector (absorbance

maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: Fiiss

Column: BEH C18 2.1x50 mm 1.7 pm
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Figure S20. UPLC analysis of Fuiss. a) ELSD detector, b) Photodiode array detector (absorbance
maximum for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass
detector (ESIY), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: pFi1 Solvent A: H20+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S21. UPLC analysis of pFi. a) ELSD detector, b) Photodiode array detector (absorbance
maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: BCNsg

Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A:; H.0+0.1%HCOOH
Solvent B: Acetonitrile +0,1% HCOOH
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Figure S22. UPLC analysis of BCNse

. a) ELSD detector, b) Photodiode array detector (absorbance

maximum for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: BCNge

Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A: H20+0.1%HCOOH
Solvent B: Acetonitrile +0,1% HCOOH
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Figure S23. UPLC analysis of BCNee

. a) ELSD detector, b) Photodiode array detector (absorbance

maximum for each compound between 220-500), ¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.

S22



Sample name: BCN7e
Column: BEH C18 2.1x50 mm 1.7 pm
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Figure S24. UPLC analysis of BCN7e

. a) ELSD detector, b) Photodiode array detector (absorbance

maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: BCNge
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A: H20+0.1%HCOOH
Solvent B: Acetonitrile +0,1% HCOOH
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Figure S25. UPLC analysis of BCNge.
maximum for each compound between

a) ELSD detector, b) Photodiode array detector (absorbance
220-500), ¢) Photodiode array detector (A:214nm), d) Mass

detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.

S24



Sample name: BCNge
Column: BEH C18 2.1x50 mm 1.7 pm

a)

b)

c)

d)

e)

Figure S26. UPLC analysis of BCNge
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. a) ELSD detector, b) Photodiode array detector (absorbance

maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI*), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: BCN1oee Solvent A: H:0+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
a) 17-Dec-2020 14:15:28

ACQ-TQD#QBACT9
KS11-094-10EE-Prep-F&

(1) ELSD Signal
154 Range: 256
200.000
150,000
>
@
3
100.000
50,000
0D O e R T TP TR T T T F T P T TP TP e e e e e Time
020 040 060 080 100 120 140 160 180 200 220 240 260 280 0
17-Dec-2020 14:15:28 ACQ-TQDAQBAOTY
b) KSI1-094-10EE-Prep-F6 5: Diotle Array
1.50 Range: 4.081e+1
258+
2.0+
15241
>
ES
1.0e+1
5.0
0.0
T T T T T T T T T T T T T T T T T T T T T T T T T T T Time
020 040 080 080 100 120 14D 180 180 200 220 240 260 2580 300
17-Dec-2020 14:15:28 ACQ-TQDH#QBATS
KS11-094-10EE-Prep-F6 5: Diode Array
C) 1.50 214
Range: 9.964e-1
3.0e-14
- E
T 20e1q
1.0e-1]
0.0
T T T T T T T T T T T T T T T T T T T T T T T T T T Time
020 040 060 080 100 120 140 160  1.80 200 220 240 260 230 300
17-Dec-2020 14:15:28 ACQ-TQD#QBAOT9
KSI1-094-10EE-Prep-F6 4 MS2ES-
d) 1.52 TIC
1.34e7
L L A L B AL A M B LA A LA AL AN AR AR AL AARS LA AN AN naBAS A AR M A na e s A na SIS
0.20 040 060 080 100 1.20 140 160 180 200 220 240 260 280 0
e) f)
17-Dec-2020 14:15:28 ACQ-TQD#QBAOTS 17-Dec2020 14:15:28 ACQ-TQDAQBAOTS
S11-094- 10EE-Prep-Fé 832 (1 505) Cm (867 921) 5 Diode Array 511-084-10EE-Prep-F6 57 (1 524) Cm (96:100) 4 MS2ES-
22026 27121 152514 72005
N\ 100-
20e-1 FAEY
[
e [}
161 | \
14de-1 / \
1] | |
2 edd/ | 152607
8062 \
\ 1527.08
6.0e-2 \
402, \ 1524.12
A
20e-2 \ 94726 149768 92836158069
e —— I SR L TR
200 220 240 260 280 300 320 340 360 380 400 1200 1350 1400 1450 1500 1950 1600 1650 1700
g) Time Flow Rate %A %B Curve
(min) (mL/min)
Initial 0.600 95.0 5.0 Initial
0.20 0.600 95.0 5.0 6
2.50 0.600 0.0 100.0 6
3.00 0.600 0.0 100.0 6
3.10 0.600 95.0 5.0 6
4.00 0.600 95.0 5.0 6

Figure S27. UPLC analysis of BCNuoee. a) ELSD detector, b) Photodiode array detector (absorbance

maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: BCNuee Solvent A: H:0+0.1%HCOOH
Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S28. UPLC analysis of BCNuee. a) ELSD detector, b) Photodiode array detector (absorbance
maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: BCN11se
Column: BEH C18 2.1x50 mm 1.7 pm

Solvent A: H.0+0.1%HCOOH
Solvent B: Acetonitrile +0,1% HCOOH
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Figure S29. UPLC analysis of BCNuse. a) ELSD detector, b) Photodiode array detector (absorbance
maximum for each compound between 220-500), c¢) Photodiode array detector (A:214nm), d) Mass
detector (ESI"), e) absorption spectra of the compound, f) Mass spectra of the compound, g) gradient.
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Sample name: Blank Solvent A: H.0+0.1%HCOOH

Column: BEH C18 2.1x50 mm 1.7 pm Solvent B: Acetonitrile +0,1% HCOOH
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Figure S30. UPLC analysis of Blank. a) Photodiode array detector (absorbance maximum for each
compound between 220-500), b) Photodiode array detector (A:214nm), c) gradient.
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HPLC Traces

Sample Name: Blanc-ACN, KSI1-078 Solvants : A: H20+0.1%AF; B: ACN+0.1%AF
Column: Hypersil Gold aQ 3pm (3 x 150mm) Injection Volume: 5.00 ul
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Figure S31. HPLC analysis of 7. from the top to the bottom: ELSD detector, Photodiode Array Detector,
Blank with Photodiode Array Detector and Mass detector (ESI°), absorption spectra of the compound
(left), Mass spectra of the compound (right) and gradient.
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Sample Name: KSI11-083, Blanc-MeOH
Column: Hypersil Gold aQ 3pm (3 x 150mm)
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Figure S32. HPLC analysis of 5. from the top to the bottom: ELSD detector, Photodiode Array Detector, Blank
with Photodiode Array Detector, Mass detector (ESI"), Blank with Mass detector (ESI"), absorption spectra of the
compound (left), Mass spectra of the compound (right) and gradient.
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UV-Visible Absorption and fluorescence Spectra
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Figure S33. UV-Visible absorption Spectrum (blue) of BCN1oee [5.00 pM] in Tris buffer 20mM pH:7.8,
recorded on Varian Cary 100 spectrophotometer. Fluorescence excitation (green, Aem= 350nm) and
emission spectra (red, Aex = 450nm) of BCN1oee [2.50 pM] in Tris buffer 20mM pH:7.8 at 25<C recorded
on HITACI F-2500 spectrofluorometer.
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