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Figure S1. 'H-NMR and C-NMR and HRMS spectrum of 7b 1-methoxy[1]benzopyrano[2,3-b]indole
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Figure S2. *H-NMR and *C-NMR and HRMS spectrum of 7¢c 1-methyl[1]benzopyrano[2,3-b]indole



L=
® Kreoccoooros -
2 LBERIENREERS
B Breonbe=oBinn F
® SoashreniNan
B BEMRRNRENRNN N L
|
Lo
Le
Fe
o
e
e
2 sl\slalsg J J\ B
(S (U I
> S|Scda = °
3 S|55583 3
sl <l a L
I
T T T T T T T T T T T T T T T T T T T T T T T T
10 [ 4 2 [pPpm]
0 oo © .
< R = g % E
3 25 5 2 3 -
35 =3 3 > @
" isg > © % r
2 2 2 G @
= b - L] L
1 [ - [
Le
o
- o
Lw
Le
T T T T T T T T T T T T T T T T T T T T T T
200 150 100 50 0 [ppm]

9— 10 Fragmentor Voltage Collision Energy Tonization Mode

auy T

X i x10 5 [C19 H16 CIN O: +ESI Scan (1t: 4.627 min) Frag=100.0V H160314+KBO_HU3-004-171A+BBI+1.d
S da
N/ \0/ \4 2 .
6 0 6 °© -
! 5{ 8 5)
/‘\ O 07 z
: (@]
w s B
g = . o
2 85 22 3 8 B S
- o 2o 00 = Ly IN]
1 N g @ = 2 g oo >
=S o =
0 A 7o, . ‘I‘\ L@ ‘
T T T T

T T T T T T T T T
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600
Counts vs. Mass-to-Charge (m/z)

Figure S3. 'H-NMR and C-NMR and HRMS spectrum of 7d 4-tert-butyl-8-chloro[1]benzopyrano[2,3-b]indole
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Figure S4. 'H-NMR and ¥C-NMR and HR

MS spectrum of 7e 8-chloro-4-ethoxy[1]benzopyrano[2,3-b]indole
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Figure S5. 'H-NMR and C-NMR and HRMS spectrum of 7f 8-chloro-1-methoxy[1]benzopyrano[2,3-b]indole
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Figure S6. 'H-NMR, *F-NMR and *C-NMR and HRMS spectrum of 7g 4-tert-butyl-9-fluoro[1]benzopyrano[2,3-
blindole
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Figure S7. 'H-NMR, **F-NMR and HSQC and HRMS spectrum of 7h 4-ethoxy-9-fluoro[1]benzopyrano[2,3-

blindole

3 <, 2
& g s 3
- T T T T T T T T T T T T T T T T
] 3 4 2 [ppm]
I . E
[ &
1 - I
4 g
[] [
] Lg
T 1 ja— o -0 50 200 -
[ Fragmentor Voltage Collision Energy Tonization Mode
/ \ 100 0 ESI
3
1 //
\.__/ _
/‘ 10 5 [C17 H12F N O2: +ESI Scan (rt: 3.383 min) Frag=100.0V H160455+CI82_HU3-001-092A+CT55+
o 5 X
T
X
~
4 (o]
z
3 w
™ o b4
2]l g § T 3
= 3~ 3 2 3 N
] Q| © < @ ~
] = 8o © & S S
- NI= n ) [Te]
0 & o
L 8 g 8 | |

Counts vs. Mass-to-Charge (m/z)

.
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600




5
ToOOMTROOonDNTONNOmNTON - F
Rt i CEEEE e T g
03000300 00 IS I 1= P e 1= P P P 1= P e e P 1 P P ~ o
e et — I
[
e
b
2 ) o
‘gi gl .lg;_m..AwJ 1 S Lo
S & £
& =) i
1 |
T T T T T 1 T T T T T T T T T T T T T T T
10 8 6 4 2 [ppm]
‘ B
[ | | i | g N
&
I H
&
1 e .
o
'
[ 8 e
' i
[ | &
i i : H ] H §_F fopm -5 BC) 150 -z tppm)
1 0 Fragmentor Voltage Collision Energy Tonization Mode
100 0 ESI
\:;—'2\
3
j—10 K
\ x10 C16 H10 F N O2: +ESI Scan (rt: 3.635 min) Frag=100.0V H160432+CI82_HU3-001-093A+CT55+
F 10 "
10b
\9/ \m«/ 4
si——9Q
8 6. / 3
\_/ \E'

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600
Counts vs. Mass-to-Charge (m/z)

Figure S8. *H-NMR and HSQC and HRMS spectrum of 7i 9-fluoro-1-methoxy[1]benzopyrano[2,3-b]indole
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Figure S9. 'H-NMR and HSQC and HRMS spectrum of 7j 10-chloro-4-ethoxy[1]benzopyrano[2,3-b]indole
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Figure S10. *H-NMR and HSQC and HRMS spectrum of 7k 4-tert-butyl-10-chloro[1]benzopyrano[2,3-b]indole
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Figure S11. *H-NMR, **F-NMR and *C-NMR and HRMS spectrum of 71 10-Chloro-2-fluoro[1]benzopyrano[2,3-

blindole
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Figure S12. 'H-NMR and **C-NMR and HRMS spectrum of 7m 10-chloro-3-methyl[1]benzopyrano[2,3-b]indole
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Figure S13. 'H-NMR and C-NMR and HRMS spectrum of 7n 4-tert-butyl-10-methoxy[1]benzopyrano[2,3-
blindole
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Figure S14. 'TH-NMR and HSQC and HRMS spectrum of 70 4-ethoxy-10-methoxy[1]benzopyrano[2,3-b]indole
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Figure S15. 'H-NMR and C-NMRand HRMS spectrum of 7p 2-fluoro-10-methoxy[1]benzopyrano[2,3-b]indole
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Figure S16. 'H-NMR and C-NMR and HRMS spectrum of 7q 10-methoxy-3-methyl[1]benzopyrano[2,3-b]indole




3
©rmOCeNNNRNEROTD
8 8E3CISIRILZST RN e
kaakhenunanTanan
B SR N RN SR NS r
| e
e
[
b
i i .
1 g A JVAN -
S
B L
T T T T T T T T T T T T T T T T
4 2 [ppm]
7
0 9N new NONIEeYaogRrRear La
5 35 ars CRIBBEURBRICHLIEE
Q=g =N ~EROOSNGEINNANQN
6 S do ddrrog E
5385 2
R L
Le
el
" R
|1l } {
o
s
&
T T T T T T T T T T T T T T T T T
150 100 50 ppm]
F Fragmentor Voltage Collision Energy Tonization Mode
100 0 ESI
1—;’/_2\
Cl 3 x10 6 |[C15 H7 CIF N O: +ESI Scan (rt: 3.652 min) Frag=100.0V H159944+CI82_HU3-001-056B+LKI+1.d
—1la
+
A T
10 da—""" 0.8 i
10b @]
o/ \wa/ z
K 0.6 w
S 3 I3
@
g 6a 0.4 © I T ©
\ 2 o™ > @
\ / K © ST 2 g
7 3 02 =2 NS 3 o
— = ; o
L i
<
ol ol ‘ A

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600
Counts vs. Mass-to-Charge (m/z)

Figure S17. *H-NMR and **C-NMR and HRMS spectrum of 7r 10-chloro-1-fluoro[1]benzopyrano[2,3-b]indole
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Figure S18. 'H-NMR and C-NMR and HRMS spectrum of 8a 8-chloro-3-(piperidin-1-yl)[1]benzopyrano[2,3-
blindole
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Figure S19. 'H-NMR, *F-NMR and HSQC and HRMS spectrum of 8b 9-Fluoro-3-(piperidin-1-
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Figure S20. *H-NMR and HSQC and HRMS spectrum of 8c 8-chloro-3-(morpholin-4-yl)[1]benzopyrano[2,3-
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Figure S21. 'H-NMR and C-NMR and HRMS spectrum of 8d 10-Chloro-3-(piperidin-1-yl)[1]benzopyrano[2,3-
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Figure S22. *H-NMR and **C-NMR and HRMS spectrum of 9a 10-chloro[1]benzothiopyrano([2,3-b]indol-1-ol
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Figure S23. 'H-NMR, *F-NMR and *C-NMR and HRMS spectrum of 9¢ 10-chloro-2,4-

difluoro[1]benzothiopyrano[2,3-b]indole
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Figure S24. 'TH-NMR and HSQC and HRMS spectrum of 9d 10-chloro-1-methoxy[1]benzothiopyrano[2,3-b]indole
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Figure S25. 'H-NMR, **F-NMR and HSQC and HRMS spectrum of 9e 9-fluoro-1-methoxy[1]benzothiopyrano[2,3-
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Figure S26. 'H-NMR and C-NMR and HRMS spectrum of 9f 8-chloro-1-methoxy[1]benzothiopyrano[2,3-

blindole




Figure S27. 'H-NMR and *C-NMR and HRMS spectrum of 9g 1,10-dimethoxy[1]benzothiopyrano[2,3-b]indole
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Figure S28. 'H-NMR and HSQC and HRMS spectrum of 9h 10-chloro-2H-
[1,3]dioxolo[6,7][1]benzothiopyrano[2,3-blindole
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Figure S29. 'H-NMR and **C-NMR and HRMS spectrum of 9i 10-methoxy-2H-
[1,3]dioxolo[6,7][1]benzothiopyrano[2,3-blindole
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Figure S30. 'H-NMR and C-NMR and HRMS spectrum of 9j 8-chloro-2H-

[1,3]dioxolo[6,7][1]benzothiopyrano[2,3-blindole
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Figure S31. 'H-NMR, **F-NMR and HSQC and HRMS spectrum of 9k 9-fluoro-2H-

[1,3]dioxolo[6,7][1]benzothiopyrano[2,3-blindole
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Figure S32. 'H-NMR, *F-NMR and *C-NMR and HRMS spectrum of 91 10-chloro-3-
(trifluoromethyl)[1]benzothiopyrano[2,3-b]indole
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Figure S33. *H-NMR and **C-NMR and HRMS spectrum of 9m 8-chloro-3-methoxy[1]benzothiopyrano[2,3-

blindole
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Figure S34. 'H-NMR, °F-NMR and 3*C-NMR and HRMS spectrum of 9n 9-fluoro-3-

methoxy[1]benzothiopyrano[2,3-b]indole
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Figure S35. 'H-NMR and **C-NMR and HRMS spectrum of 90 10-chloro-3-methoxy[1]benzothiopyrano[2,3-

blindole
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Figure S36. 'H-NMR and *C-NMR and HRMS spectrum of 9p 3,10-dimethoxy[1]benzothiopyrano[2,3-b]indole
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Figure S37. *H-NMR and *C-NMR and HRMS spectrum of 9q 2,10-dichloro[1]benzothiopyrano[2,3-b]indole
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Figure S38. 'H-NMR and C-NMR and HRMS spectrum of 10b 3-bromo-10-chloro-6H-indolo[2,3-b]quinoline
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Figure S39. 'H-NMR and **C-NMR and HRMS spectrum of 10c 10-chloro-2H,6H-[1,3]dioxolo[4,5-g]indolo[2,3-
b]quinoline
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Figure S41. 'H-NMR and C-NMR and HRMS spectrum of 10e 2-Bromo-10-chloro-6H-indolo[2,3-b]quinoline
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Figure S43. 'H-NMR and **C-NMR and HRMS spectrum of 10g 10-methoxy-6H-indolo[2,3-b]quinoline
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Figure S44. 'H-NMR and *C-NMR and HRMS spectrum of 10h 10-methoxy-2H,6H-[1,3]dioxolo[4,5-
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Figure S45. 'H-NMR and **C-NMR and HRMS spectrum of 10i 2-bromo-10-methoxy-6H-indolo[2,3-b]quinoline
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Figure S46. 'H-NMR and **C-NMR and HRMS spectrum of 10j 2,3,10-trimethoxy-6H-indolo[2,3-b]quinoline
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Figure S47. *H-NMR and **C-NMR and HRMS spectrum of 10k 1,10-dimethoxy-6H-indolo[2,3-b]quinoline
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Figure S48. 'H-NMR, *F-NMR and HSQC and HRMS spectrum of 11a 9-fluoro-3-(piperidin-1-

yl)[1]benzothiopyrano[2,3-b]indole
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Figure S50. *H-NMR and HSQC and HRMS spectrum of 11c 8-chloro-3-(morpholin-4-yl)[1]benzothiopyrano[2,3-
blindole
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Figure S51. *H-NMR, ®F-NMR and HSQC and HRMS spectrum of 11d 3-(4-ethylpiperazin-1-yl)-9-
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Figure S52. *H-NMR and HSQC and HRMS spectrum of 11e 8-chloro-3-(4-ethylpiperazin-1-
yl)[1]benzothiopyrano[2,3-b]indole



