	
	


	
	
	



Design, synthesis and antitumor activity evaluation in vitro of 
4,6,7-trisubstituted quinazoline derivatives containing acrylamide moiety
Xiaojie Si,1,2 Fuqiang Yu,1,2 Hao Wang,1,2 Lingling Chi,1,2 Honglin Dai,1,2 Chao Gao,1,2 Yingnan Zhu,1,3* Hongmin Liu,1,2,3,4,5* and Qiurong Zhang, 1,2,3,4,5*
· Qiurong Zhang

zqr409@yeah.net

· Hongmin Liu

liuhm@zzu.edu.cn
· Yingnan Zhu
zhuyn@zzu.edu.cn
1 Institute of Drug Discovery and Development, Zhengzhou 450001, China
2 School of Pharmaceutical Sciences, Zhengzhou University, Zhengzhou 450001, China
3 Collaborative Innovation Center of New Drug Research and Safety Evaluation of Henan Province, Zheng zhou 450001, China
4 State Key Laboratory of Esophageal Cancer Prevention & Treatment, Zhengzhou 450052, China
5 Key Laboratory of Advanced Drug Preparation Technologies, Ministry of Education, Zhengzhou 450001, China
Support information

Content

1H-NMR Spectra of compound 14a (400 MHz, DMSO-d6 )
3
13C-NMR Spectra of compound 14a (101 MHz, DMSO-d6)
3
HRMS Spectra of compound 14a
4
1H-NMR Spectra of compound 14b (400 MHz, DMSO-d6 )
4
13C-NMR Spectra of compound 14b (101 MHz, DMSO-d6)
5
HRMS Spectra of compound 14b
5
1H-NMR Spectra of compound 14c (400 MHz, DMSO-d6)
6
13C-NMR Spectra of compound 14c (101 MHz, DMSO-d6)
6
HRMS Spectra of compound 14c
7
1H-NMR Spectra of compound 14d (400 MHz, DMSO-d6)
7
13C-NMR Spectra of compound 14d (101MHz, DMSO-d6)
8
HRMS Spectra of compound 14d
8
1H-NMR Spectra of compound 14e (400 MHz, DMSO-d6)
9
13C-NMR Spectra of compound 14e (101 MHz, DMSO-d6)
9
HRMS Spectra of compound 14e
10
1H-NMR Spectra of compound 14f (400 MHz, DMSO-d6)
10
13C-NMR Spectra of compound 14f (101 MHz, DMSO-d6)
11
HRMS Spectra of compound 14f
11
1H-NMR Spectra of compound 14g (400 MHz, DMSO-d6)
12
13C-NMR Spectra of compound 14g (101 MHz, DMSO-d6)
12
HRMS Spectra of compound 14g
13
1H-NMR Spectra of compound 14h (400 MHz, DMSO-d6)
13
13C-NMR Spectra of compound 14h (101 MHz, DMSO-d6)
14
HRMS Spectra of compound 14h
14
1H-NMR Spectra of compound 14i
15
13-C-NMR Spectra of compound 14i
15
HRMS Spectra of compound 14i
16
1H-NMR Spectra of compound 14j (400 MHz, DMSO-d6)
16
13C-NMR Spectra of compound 14j (101 MHz, DMSO-d6)
17
HRMS Spectra of compound 14j
17
1H-NMR Spectra of compound 14k (400 MHz, DMSO-d6)
18
13C-NMR Spectra of compound14k (101 MHz, DMSO-d6)
18
HRMS Spectra of compound 14k
19
1H-NMR Spectra of compound 14l (400 MHz, DMSO-d6)
19
13C-NMR Spectra of compound 14l (101 MHz, DMSO-d6)
20
HRMS Spectra of compound 14l
20
1H-NMR Spectra of compound 14m (400 MHz, DMSO-d6)
21
13C-NMR Spectra of compound 14m (101 MHz, DMSO-d6)
21
HRMS Spectra of compound 14m
22
1H-NMR Spectra of compound 14n (400 MHz, DMSO-d6)
22
13C-NMR Spectra of compound 14n (101 MHz, DMSO-d6)
23
HRMS Spectra of compound 14n
23
1H-NMR Spectra of compound 14o (400 MHz, DMSO-d6)
24
13C-NMR Spectra of compound 14o (101 MHz, DMSO-d6)
24
HRMS Spectra of compound 14o
25
1H-NMR Spectra of compound 14p (400 MHz, DMSO-d6)
25
13C-NMR Spectra of compound 14p (101 MHz, DMSO-d6)
26
HRMS Spectra of compound 14p
26
1H-NMR Spectra of compound 14q (400 MHz, DMSO-d6)
27
13C-NMR Spectra of compound 14q (101 MHz, DMSO-d6)
27
HRMS Spectra of compound 14q
28
1H-NMR Spectra of compound 14r (400 MHz, DMSO-d6)
28
13C-NMR Spectra of compound 14r (101 MHz, DMSO-d6)
29
HRMS Spectra of compound 14r
29
1H-NMR Spectra of compound 14s (400 MHz, DMSO-d6)
30
13C-NMR Spectra of compound 14s (101 MHz, DMSO-d6)
30
HRMS Spectra of compound 14s
31
[image: image1.png]| | Mmool I
!
! ! !

£1 (ppm)

13000

12000

11000

10000

19000

18000

7000

6000

5000

4000

13000

12000

1000

1000





Figure S1 1H-NMR of spectrum compound 14a
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Figure S2 13C-NMR of spectrum compound 14a
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Figure S3   HRMS of spectrum compound 14a
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Figure S4  1H-NMR of spectrum compound 14b
[image: image5.jpg]Q\ I
SOV GRS
0. \N

Uiy

HC >
o N
¥ !
T T T T T T T
15 14 13 12 11 10 9

e B.01—=

25000

20000

15000

10000

5000

o




[image: image6.jpg]he J
oy

|

[imn

|8

o 3.09—

13000

12000

11000

10000

19000

18000

7000

6000

5000

4000

13000

2000

1000

o

+—1000




Figure S5  13C-NMR of spectrum compound 14b
Figure S6   HRMS of spectrum compound 14b
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Figure S7   1H-NMR of spectrum compound 14c
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Figure S8  13C-NMR of spectrum compound 14c
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Figure S9   HRMS of spectrum compound 14c
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Figure S10   1H-NMR of spectrum compound 14d
[image: image11.png]1. 00—
1. 02—=

=S
&
&
=
5
e

f1 (ppm)

e B 10—

11000

110000

19000

18000

7000

6000

5000

4000

13000

12000

1000

—1000




Figure S11  13C-NMR of spectrum compound 14d
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Figure S12   HRMS of spectrum compound 14d
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Figure S13   1H-NMR of spectrum compound 14e
Figure S14  13C-NMR of spectrum compound 14e
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Figure S15   HRMS of spectrum compound 14e
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Figure S16  1H-NMR of spectrum compound 14f
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Figure S17  13C-NMR of spectrum compound 14f
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Figure S18   HRMS of spectrum compound 14f
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Figure S19  1H-NMR of spectrum compound 14g
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Figure S20  13C-NMR of spectrum compound 14g
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Figure S21   HRMS of spectrum compound 14g
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Figure S22  1H-NMR of spectrum compound 14h
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Figure S23  13C-NMR of spectrum compound 14h
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Figure S24   HRMS of spectrum compound 14h
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Figure S25  1H-NMR of spectrum compound 14i
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Figure S26  13C-NMR of spectrum compound 14i
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Figure S27   HRMS of spectrum compound 14i
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Figure S28  1H-NMR of spectrum compound 14j
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Figure S29  13C-NMR of spectrum compound 14j
[image: image30.png]68. 52

5500

5000

“C NMR (101 Mz, DMS0) & 163,46, 16327, 158.81, 136,37, 153.50, 150,51, 149.31, 140.75, 139.90, 13878, 133.47, 133.29,
13154,129.70, 12935, 127.18, 122.60, 118.23, 117.99, 11635, 11632, 11143, 107.19, 103.89, 68.52,56.55.

4500

14000

13500

13000

2500

12000

1500

1000

500

=500

T T T T T T T T T T T T T T T T T T T T T
240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)





Figure S30   HRMS of spectrum compound 14j
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Figure S31  1H-NMR of spectrum compound 14k
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F
Figure S32  13C-NMR of spectrum compound 14k
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Figure S33   HRMS of spectrum compound 14k
Figure S34  1H-NMR of spectrum compound 14l
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Figure S35  13C-NMR of spectrum compound 14l
Figure S36   HRMS of spectrum compound 14l
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Figure S37  1H-NMR of spectrum compound 14m
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Figure S38  13C-NMR of spectrum compound 14m
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Figure S39   HRMS of spectrum compound 14m
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Figure S40  1H-NMR of spectrum compound 14n

[image: image41.png]SXJ-11#19 RT: 018 AV: 1 NL: 8.20E6
T: FTMS + p ESI Full ms [100.0000-1000.0000]
45834778

505 45316757
459

409
461.13724

459.35126

Ac0ze0%3 468.39001

454.17084 463.13254

464.43088 469.36270

45519122 464.13657 46521851 h
A . () ol i I

T T T T T
454 455 456 as7 458 459 460 461 462 463 464 465 466 467 468 469 470





Figure S41  13C-NMR of spectrum compound 14n
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Figure S42   HRMS of spectrum compound 14n
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Figure S43  1H-NMR of spectrum compound 14o
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Figure S44  13C-NMR of spectrum compound 14o
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Figure S45   HRMS of spectrum compound 14o
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Figure S46  1H-NMR of spectrum compound 14p
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Figure S47  13C-NMR of spectrum compound 14p

Figure S48   HRMS of spectrum compound 14p
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Figure S49  1H-NMR of spectrum compound 14q
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Figure S50  13C-NMR of spectrum compound 14q
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Figure S51   HRMS of spectrum compound 14q
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Figure S52  1H-NMR of spectrum compound 14r
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Figure S53  13C-NMR of spectrum compound 14r
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Figure S55  1H-NMR of spectrum compound 14s
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Figure S56  13C-NMR of spectrum compound 14s
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Figure S57   HRMS of spectrum compound 14s
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