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1. Morphology of A549 cells after 24 h treatment with H13.
A549 cells were treated with H13 for 24 h. H13 at 10 μM altered, to a large extent, the membrane permeability compared to the control.
[image: 未标题-1]
Fig. S1 A549 cells were photographed after 24h of H13 treatment, for the control and drug administration groups, respectively.
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Fig. S2 The 1H NMR Spectrum of compound H1
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Fig. S3 The 13C NMR Spectrum of compound H1
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Fig. S4 The HRMS spectrum of compound H1
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Fig. S5 The 1H NMR Spectrum of compound H2
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Fig. S6 The 13C NMR Spectrum of compound H2
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Fig. S7 The HRMS spectrum of compound H2
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Fig. S8 The 1H NMR Spectrum of compound H3
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Fig. S9 The 13C NMR Spectrum of compound H3
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Fig S10. The HRMS spectrum of compound H3
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Fig. S11 The 1H NMR Spectrum of compound H4
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Fig. S12 The 13C NMR Spectrum of compound H4
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Fig. S13 The HRMS spectrum of compound H4
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Fig. S14 The 1H NMR Spectrum of compound H5
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Fig. S15 The 13C NMR Spectrum of compound H5
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Fig. S16 The HRMS spectrum of compound H5
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Fig. S17 The 1H NMR Spectrum of compound H6
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Fig. S18 The 13C NMR Spectrum of compound H6
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Fig. S19 The HRMS spectrum of compound H6
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Fig. S20 The 1H NMR Spectrum of compound H7
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Fig. S21 The 13C NMR Spectrum of compound H7
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Fig. S22 The HRMS spectrum of compound H7
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Fig. S23 The 1H NMR Spectrum of compound H8
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Fig. S24 The 13C NMR Spectrum of compound H8
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Fig. S25 The HRMS spectrum of compound H8
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Fig. S26 The 1H NMR Spectrum of compound H9
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Fig. S27 The 13C NMR Spectrum of compound H9
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Fig. S28 The HRMS spectrum of compound H9
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Fig. S29 The 1H NMR Spectrum of compound H10
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Fig. S30 The 13C NMR Spectrum of compound H10
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Fig. S31 The HRMS spectrum of compound H10
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Fig. S32 The 1H NMR Spectrum of compound H11
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Fig. S33 The 13C NMR Spectrum of compound H11
[image: ]
Fig. S34 The HRMS spectrum of compound H11
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Fig. S35 The 1H NMR Spectrum of compound H12
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Fig. S36 The 13C NMR Spectrum of compound H12
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Fig. S37 The HRMS spectrum of compound H12
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Fig. S38 The 1H NMR Spectrum of compound H13
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Fig. S39 The 13C NMR Spectrum of compound H13
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Fig. S40 The HRMS spectrum of compound H13
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Fig. S41 The 1H NMR Spectrum of compound H14
[image: ]
Fig. S42 The 13C NMR Spectrum of compound H14
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Fig. S43 The HRMS spectrum of compound H14
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Fig. S44 The 1H NMR Spectrum of compound H15
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Fig. S45 The 13C NMR Spectrum of compound H15
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Fig. S46 The HRMS spectrum of compound H15
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Fig. S47 The 1H NMR Spectrum of compound H16
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Fig. S48 The 13C NMR Spectrum of compound H16
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Fig. S49 The HRMS spectrum of compound H16
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[bookmark: _Hlk98786867]Fig. S50 The 1H NMR Spectrum of compound H17
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Fig. S51 The 13C NMR Spectrum of compound H17
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Fig. S52 The HRMS spectrum of compound H17
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Fig. S53 The 1H NMR Spectrum of compound H18
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Fig. S54 The 13C NMR Spectrum of compound H18
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Fig. S55 The HRMS spectrum of compound H18
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Fig. S56 The 1H NMR Spectrum of compound H19
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Fig. S57 The 13C NMR Spectrum of compound H19
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Fig. S58 The HRMS spectrum of compound H19
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Fig. S59 The 1H NMR Spectrum of compound H20
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Fig. S60 The 13C NMR Spectrum of compound H20
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Fig. S61 The HRMS spectrum of compound H20
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Fig. S62 The 1H NMR Spectrum of compound H21
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Fig. S63 The 13C NMR Spectrum of compound H21
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Fig. S64 The HRMS spectrum of compound H21
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Fig. S65 The 1H NMR Spectrum of compound H22
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Fig. S66 The 13C NMR Spectrum of compound H22
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Fig. S67 The HRMS spectrum of compound H22
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Fig. S68 The 1H NMR Spectrum of compound H23
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Fig. S69 The 13C NMR Spectrum of compound H23
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Fig. S70 The 19F NMR Spectrum of compound H23
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Fig. S71 The HRMS spectrum of compound H23
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Fig. S72 The 1H NMR Spectrum of compound H24
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Fig. S73 The 13C NMR Spectrum of compound H24
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Fig. S74 The 19F NMR Spectrum of compound H24
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Fig. S75 The HRMS spectrum of compound H24
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Fig. S76 The 1H NMR Spectrum of compound H25
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Fig. S77 The 13C NMR Spectrum of compound H25
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Fig. S78 The 19F NMR Spectrum of compound H25
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[bookmark: _Hlk98788713]Fig. S79 The HRMS spectrum of compound H25
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Fig. S80 The 1H NMR Spectrum of compound H26
[image: ]
Fig. S81 The 13C NMR Spectrum of compound H26
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Fig. S82 The HRMS spectrum of compound H26
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Fig. S83 The 1H NMR Spectrum of compound H27
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Fig. S84 The 13C NMR Spectrum of compound H27
[image: ]
Fig. S85 The HRMS spectrum of compound H27
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Fig. S86 The 1H NMR Spectrum of compound H28
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Fig. S87 The 13C NMR Spectrum of compound H28
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Fig. S88 The HRMS Spectrum of compound H28







3. Statistical Parameters for the CoMFA.
Table S1 Statistical parameters for the CoMFA.
	Statistical parameter
	CoMFA
	Validation criterion

	q2a
	0.541
	>0.5

	ONCb
	2
	

	r2c
	0.973
	>0.8

	SEEd
	0.102
	

	Fraction of field contributions:

	Steric
	0.367
	

	Electrostatic
	0.633
	


a Cross-validated correlation. 
b Optimum number of coMPonents. 
c Non-cross-validated correlation. 
d Standard error of estimate.
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254 #1-413 RT:0.01-3.98 AV:413 NL:1.57E7
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267 #3-416 RT:0.03-4.02 AV:414 NL:6.67E6
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255 #2-413 RT:0.02-3.99 AV:412 NL:2.43E6
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263 #4-415 RT:0.04-4.01 AV:412 NL:2.03E6

T:FTMS - p ESI Full ms [100.0000-1300.0000]
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26 #5-415 RT:0.05-3.99 AV:411 NL:1.30E5
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20 #3-416 RT:0.03-4.00 AV:414 NL:2.10E6

T:FTMS + p ESI Full ms [100.0000-1300.0000]
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26 #3-406 RT:0.03-3.97 AV:404 NL:8.39E5
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19 #4-416 RT:0.04-4.00 AV:413 NL:3.76E5

T:FTMS - p ESI Full ms [100.0000-1300.0000]

421.7 421.8 421.9 422.0 422.1 422.2 422.3 422.4 422.5 422.6 422.7

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

105

Relative Abundance

421.9965

C

20

H

13

ON

3

BrS= 421.9957

1.8030 ppm

421.7002

422.2168

422.3933

422.1989

422.2426

422.2935 422.7160

421.6524

421.7516 421.8791 422.4809 421.8116 422.1711


image65.png
11-006. 12. fid

| | N—=o0
2\3/4\7/ i

Vi
PN 22/ \\
F 7 25
" BEES
T T
T T T T T T T
16 15 14 13 12 11 10

14000000

13800000

3600000

13400000

13200000

3000000

12800000

12600000

2400000

2200000

12000000

11800000

1600000

11400000

1200000

1000000

1800000

1600000

400000

1200000

-0

=-200000





image66.png
500000
450000
1400000
1350000
1300000
1250000
1200000
150000
100000

50000

~-50000

00791~
17891 —
s 917"

11-006. 16. fid

-—

— €01

130

- 101

-1

-10

10

o
5

0 120 110 100 90 80 70 60
f1 (ppm)

144

190 180 170 160 150

200

210




image67.emf
18 #3-417 RT:0.03-4.01 AV:415 NL:1.01E7
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21 #5-417 RT:0.05-4.01 AV:413 NL:5.19E6

T:FTMS + p ESI Full ms [100.0000-1300.0000]
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22 #1-415 RT:0.01-3.99 AV:415 NL:1.45E6
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23 #4-417 RT:0.04-4.01 AV:414 NL:1.60E7

T:FTMS - p ESI Full ms [100.0000-1300.0000]
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30 #1-406 RT:0.00-3.98 AV:406 NL:3.99E6

T:FTMS + p ESI Full ms [150.0000-2200.0000]
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24 #6-416 RT:0.06-4.00 AV:411 NL:9.27E5

T:FTMS - p ESI Full ms [100.0000-1300.0000]
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25 #5-417 RT:0.05-4.01 AV:413 NL:7.85E5

T:FTMS + p ESI Full ms [100.0000-1300.0000]
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