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Figure SI-1. *H NMR spectrum of compound 1a.
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Figure SI-2. *H NMR spectrum of compound 1b.
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Figure SI-3. 3C NMR spectrum of compound 1b.
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Figure SI-4. *H NMR spectrum of compound 1c.
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Figure SI-10. 13C NMR spectrum of compound 1g.
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Figure SI-12. 3C NMR spectrum of compound 4a.



400 MHz, DMSO-ds 8 8
au-sgs  gagd 3338 A e
8837 O 233538 § -—
| NV
5
6 -
g
O,N 8 NH S 7
11 \ﬁ [ 10
9 NH 3 3
10 O0—X2 ' 9
1 1
5
T 4 "
9.‘4 9.’2 9:0 48 8.‘6 8.’4 8.[2 8:0 7.8 7.‘6 7.‘2 7.‘0 6.‘8
f1 (ppm)
6
11
) _JL.__ J il JL.A.IJLAJLJJLJ—-«-A—.———.—
o 2 T T T T
R RR———
14.0 13,5 13.0 125 120 115 11.0 10.5 10.0 9.5 Q.0 8.5 8.0 T A 7.0 6.5 6.0 5.5 5.0 45 4.0 35 3.0 b Ji 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
H 1
Figure SI-13. *H NMR spectrum of compound 4b.
100 MHz, DMSO-ds 88
2 g T 553 B S PRy & B
= & g R g EEE % 8
& s I
. 5
O,N_ 8 NH S
11 \]/7
9 NH 3
10 00—
1
" . o parahovy ‘J‘ ) "JWJ + J ‘,_w WLJWWMM
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 30 20 10 0
f1 (ppm)

Figure SI-14. 3C NMR spectrum of compound 4b.
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Figure SI-33. *H NMR spectrum of compound 5e.
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Figure SI-34. 3C NMR spectrum of compound 5e.
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Figure S1-36. *°C NMR spectrum of compound 6.
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Figure SI-37. *H NMR spectrum of compound 7.
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Figure SI-38. 3C spectrum of compound 7.
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Figure S1-39. NOESY spectrum of compound 7.
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Figure SI-40. “*H spectrum of compound 8.
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Figure SI-41. 13C spectrum of compound 8.
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Figure S1-42. NOESY spectrum of compound 8.
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Figure S1-43. COSY spectrum of compound 8.

f1 (ppm)

f1 (ppm)

23



'(Me)| 2'(Me)

T T T T T T T T T T T T T
105 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5

f2 (ppm)

Figure SI-44. HMBC spectrum of compound 8.
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Figure S1-45. HSQC spectrum of compound 8.
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Table 1. Conditions of SyAr reactions described in manuscript

SnyAr reaction product | Temperature of the reaction, °C | Time of the reaction, h
3a 80 2
3b 30 17
5a 80 3
5b 80 4
5¢C 80 5
5d 80 5
5e 80 3
7 45 3,5
8 80 15
NC Br rprmanapan Temperature, time 1,\'\’i{,\,\W\:\,‘Il\\l%v‘h
Ij N HN\H/NH d
DMF, Et;N
NC NO, s 20 ’ 3a,b;\©\CN
2 6 5a-e;
. 7 CN
NO,
© NC 0 NO
DMF, Et3N I>:N>_N 2
; Temperature, time NC S —
HN.__NH™O
\[Sr 1d 8
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