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1. The copies of 'H NMR and *C NMR spectra for compounds 4a-i

Figure S1. 'H NMR spectrum of 2 4-diamino-5-methoxy-5H-chromeno[2,3-b]pyridine-3-

carbonitrile 4a in DMSO-ds
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Figure S2. BC NMR spectrum of 2,4-diamino-5-methoxy-5H-chromeno[2,3-b]pyridine-3-

carbonitrile 4a in DMSO-ds.
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Figure S3. 'H NMR spectrum of 2,4-diamino-5-ethoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4b in DMSO-de.
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Figure S4. C NMR spectrum of 24-diamino-5-ethoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4b in DMSO-de.
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Figure S5 'H NMR spectrum of 2,4-diamino-5-propoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4c in DMSO-ds.
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Figure S6. *C NMR spectrum of 2,4-diamino-5-propoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4c in DMSO-ds.
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Figure S7. 'H NMR spectrum of 2,4-diamino-5,8-dimethoxy-5H-chromeno[2,3-b]pyridine-3-
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Figure S8. *C NMR spectrum of 2,4-diamino-5,8-dimethoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4d in DMSO-de.
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Figure S9. 'H NMR spectrum of 2,4-diamino-5-ethoxy-8-methoxy-5H-chromeno[2,3-b]-

pyridine-3-carbonitrile 4e in DMSO-ds.
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Figure S10. ¥C NMR spectrum of 2,4-diamino-5-ethoxy-8-methoxy-5H-chromeno[2,3-b]-

pyridine-3-car
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Figure S11. *H NMR spectrum of 2,4-diamino-8-methoxy-5-propoxy-5H-chromeno[2,3-b]-
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Figure S12. 3C NMR spectrum of 2,4-diamino-8-methoxy-5-propoxy-5H-chromeno[2,3-b]-
pyridine-3-carbonitrile 4f in DMSO-ds.
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Figure S13. 'H NMR spectrum of 2,4-diamino-7-chloro-5-methoxy-5H-chromeno[2,3-b]-

pyridine-3-carbonitrile 4g

in DMSO-ds.

R no e =
=8 ® peh e %
88 w ™o o o
\ | | \/ |
ol I
"6
s
|
OMe NH, ‘
cl CN
B
e
0~ N7 ™NH,
3
2
|
{ 1
-
J _ |
) ) e
T T T T T T T T 1
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4. .5 .0 2.5 2.0 1.5 ppm
L 1 J L 1 L (J | . r‘ M

Figure S14. 13C NMR spectrum of 2,4-diamino-7-chloro-5-methoxy-5H-chromeno[2,3-b]pyridine-

3-carbonitrile 4g in DMSO
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Figure S15. 'H NMR spectrum of 2,4-diamino-7-chloro-5-ethoxy-5H-chromeno[2,3-b]pyridine-3-
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Figure S16. 13C NMR spectrum of 2,4-diamino-7-chloro-5-ethoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4h in DMSO-ds.
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Figure S17. *H NMR spectrum of 2,4-diamino-7-chloro-5-ethoxy-5H-chromeno[2,3-b]pyridine-3-
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Figure S18. 3C NMR spectrum of 2,4-diamino-7-chloro-5-ethoxy-5H-chromeno[2,3-b]pyridine-3-
carbonitrile 4i in DMSO-ds.

) - ome  © o
3T g 2B 3 &3 b 5l BR=0858 a 2
Som S gmn o o9 o - aenmaTy < 9
BHB 2 2/ & 88 < v coocsoana o S
EE b 988 9 =4 8 83 SSERERY N =
L) | | )

\l/ ‘ ‘I“‘ \\\‘\/”Z/

i \\//

I I \‘H/

|
ONPrNH,
cl CN ‘
| |
0~ N7 NH, \
|
|
|
L " r,mq " JUM Loy 1N T U LI‘M“"WML’“‘«‘MW
Lliial el L e L)
T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

S10



2. Detailed 1D 'H and *C NMR spectra for compound 4d

Figure S19. Detailed *H NMR spectrum of 2,4-diamino-5,8-dimethoxy-5H-chromeno[2,3-b]-
pyridine-3-carbonitrile 4d in DMSO-ds (500 MHz, 298 K).

3.79
277
—2.50

5.77

101= —

1.00-—=
3.05=
3.02—x

5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0 05 -L(

T T T T
1.0 105 100 95 9.0 8.5 8.0 7.5 7.0

Figure S20. Detailed 3C NMR spectrum of 2,4-diamino-5,8-dimethoxy-5H-chromeno[2,3-b]-
pyridine-3-carbonitrile 4d in DMSO-ds (126 MHz, 298 K).
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3. 2D NMR data for compound 4d

Figure S21. *H-13C HMBC NMR spectrum of 2,4-diamino-5,8-dimethoxy-5H-chromeno[2,3-b]-
pyridine-3-carbonitrile 4d in DMSO-ds (400 MHz, 298 K).
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Figure S22. 'H-13C HSQC NMR spectrum of 2,4-diamino-5,8-dimethoxy-5H-chromeno[2,3-
b]pyridine-3-carbonitrile 4d in DMSO-ds (400 MHz, 298 K).
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