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Table S1. The predicted targets of compound 5 by databases of SwissTargetPredition
	SwissTargetPredition

	ALOX5, BACE1, HTR1A, PDK1, GLO1, EGFR, WEE1, ESRRA, ESRRB, MELK, MDM2, RPS6KB1, AURKA, SPHK2, SPHK1, BMP1, SIGMAR1, TKT, PARP1, DNM1, IKBKG, IKBKB, CHUK, AURKB, CHEK2, ALDH2, SYK, MMP8, TRPM8, HDAC8, PIM1, PIM2, CTSK, ADAM17, ADAM10, CSF1R, EPHX2, CCNE1, CDK2, ADAMTS5, EHMT2, CDK2, CCNA1, CCNA2, NPY5R, PTGS1, TYR, KDM1A, SLC29A1, FCER2, CHEK1, RAF1, AKT2, SLC5A2, BRAF, SLC9A1, ERN1, TNF, AVPR1A, CCND1, CDK4, GCGR, CCNE2, CDK2, CCNE1, JAK1, JAK2, CDC25A, MMP14, HSP90AA1, AVPR2, PDGFRB, CXCR2, TSHR, AGTR1, CDC25C, ALOX5AP, APP, GPR142, CFD, ESR1, ESR2, INSR, FNTA, FNTB, ROCK2, LIMK1, LIMK2, MAPK8, CCNC, CDK8, HCK, PRKCZ, MAPK12, MKNK1, ECE1, CDK8, ALPL, PLAA, HDAC4, NOS1, HSP90AB1, PDE10A
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3. [bookmark: _Toc131195030]HRMS, 1H NMR, and 13C NMR spectra for compounds C1-C18, H5
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Figure S3. HRMS spectrum of C1
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Figure S4. 1H NMR spectrum of C1
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Figure S5. 13C NMR spectrum of C1
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Figure S6. HRMS spectrum of C2
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Figure S7. 1H NMR spectrum of C2
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Figure S8. 13C NMR spectrum of C2
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Figure S9. HRMS spectrum of C3
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Figure S10. 1H NMR spectrum of C3
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Figure S11. 13C NMR spectrum of C3
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Figure S12. HRMS spectrum of C4
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Figure S13. 1H NMR spectrum of C4
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Figure S14. 13C NMR spectrum of C4
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Figure S15. HRMS spectrum of C5
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Figure S16. 1H NMR spectrum of C5
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Figure S17. 13C NMR spectrum of C5
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Figure S18. HRMS spectrum of C6
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Figure S19. 1H NMR spectrum of C6
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Figure S20. 13C NMR spectrum of C6
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Figure S21. HRMS spectrum of C7
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Figure S22. 1H NMR spectrum of C7
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Figure S23. 13C NMR spectrum of C7
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Figure S24. HRMS spectrum of C8

[image: ]
   

Figure S25. 1H NMR spectrum of C8
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Figure S26. 13C NMR spectrum of C8
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Figure S27. HRMS spectrum of C9
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Figure S28. 1H NMR spectrum of C9
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Figure S29. 13C NMR spectrum of C9
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Figure S30. HRMS spectrum of C10
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Figure S31. 1H NMR spectrum of C10
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Figure S32. 13C NMR spectrum of C10
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Figure S33. HRMS spectrum of C11
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Figure S34. 1H NMR spectrum of C11
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Figure S35. 13C NMR spectrum of C11
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Figure S36. HRMS spectrum of C12
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Figure S37. 1H NMR spectrum of C12
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Figure S38. 13C NMR spectrum of C12
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Figure S39. HRMS spectrum of C13
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Figure S40. 1H NMR spectrum of C13
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Figure S41. 13C NMR spectrum of C13
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Figure S42. HRMS spectrum of C14
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Figure S43. 1H NMR spectrum of C14
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Figure S44. 13C NMR spectrum of C14
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Figure S45. HRMS spectrum of C15
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Figure S46. 1H NMR spectrum of C15
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Figure S47. 13C NMR spectrum of C15
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Figure S48. HRMS spectrum of C16
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Figure S49. 1H NMR spectrum of C16
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Figure S50. 13C NMR spectrum of C16
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Figure S51. HRMS spectrum of C17

[image: ]
   

Figure S52. 1H NMR spectrum of C17
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Figure S53. 13C NMR spectrum of C17

[image: ]
Figure S54. HRMS spectrum of C18
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Figure S55. 1H NMR spectrum of C18
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Figure S56. 1C NMR spectrum of C18
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Figure S57. HRMS spectrum of H5
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Figure S58. 1H NMR spectrum of H5
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Figure S59. 13C NMR spectrum of H5
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Spectrum from 20201014.wiff2 (sample 27) - THC-Aldehyde19, +TOF MS (200 - 1200) from 0.083 min
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Spectrum from 20201014.wiff2 (sample 11) - THC-Aldehyde1, +TOF MS (200 - 1200) from 0.074 min
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Spectrum from 20201014.wiff2 (sample 28) - THC-Aldehyde20, +TOF MS (200 - 1200) from 0.074 min
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Spectrum from 20201014.wiff2 (sample 29) - THC-Aldehyde21, +TOF MS (200 - 1200) from 0.064 min
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Spectrum from 20201014.wiff2 (sample 31) - THC-Aldehyde23, +TOF MS (200 - 1200) from 0.069 min
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Spectrum from 20201014.wiff2 (sample 32) - THC-Aldehyde24, +TOF MS (200 - 1200) from 0.074 min
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Spectrum from 20201014.wiff2 (sample 18) - THC-Aldehyde10, +TOF MS (200 - 1200) from 0.078 min
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Spectrum from 20201014.wiff2 (sample 19) - THC-Aldehyde11, +TOF MS (200 - 1200) from 0.074 min


image18.emf
O O

O

HO

O

OH

F

Chemical Formula: C

28

H

27

FO

6

Exact Mass: 478.1792




image19.jpeg
ELT
YL'T
SLT
¥8°C
8T
L8T
68°C
68°C
06'C
06'C
16C
16C
¥6'C
¥6'C
$6'C
$6'C
€6'C
96'C
L6T

18
L8°€
859
859
659
09°9
299
299
899
69°9
0L'9
0L'9
L9
L9
8L9
6L°9
€89
89
¥6'9
v6'9
$6'9
96'9
96'9
STL
8T°L
8T°L
61'L
0T'L
0T'L

F10aD 9T'L

e or'L

| { ( [l

u\oc.m
€0'C
€0°C
90T

00°€
“o0€

660
00T
10T
00T
660
10T
€0°C
10C
a1

f1 (ppm)






image20.jpeg
cro—

L6'8T~
2007
6607 —
S09r—
96'SS
$0'9$

€10dD $6'9L
DA
€[0dD LELL

3.2.fid

[

TETIT
6ETII
LEYIL
€SVIT
CT9Tl
LEOTT
00°1CT
STl
81°6C1
om.oﬁv
€8'1¢€l
68°1¢€1
£vCel
£8°CElL
0€°8¢€1
60°Cr1
LOYYT
6lvrl
LY ovl
65971
60°€91
LLY91

68°L61—

€L°90C—

L
w

T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90
f1 (ppm)

T
210





image21.emf
484 485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509

Mass/Charge, Da

0.0e0

1.0e4

2.0e4

3.0e4

4.0e4

5.0e4

6.0e4

7.0e4

8.0e4

9.0e4

1.0e5

1.1e5

1.2e5

1.3e5

1.4e5

1.5e5

1.6e5

1.7e5

1.8e5

1.9e5

2.0e5

2.1e5

2.2e5

2.3e5

2.4e5

2.5e5

2.6e5

2.7e5

2.8e5

2.9e5

3.0e5

I

n

t

e

n

s

i

t

y

,

 

c

p

s

C

28

H

28

ClO

6

495.1569, 0.0 ppm

496.1610, 1.4 ppm

497.1560, 1.3 ppm

498.1587, 1.4 ppm

Spectrum from 20201014.wiff2 (sample 20) - THC-Aldehyde12, +TOF MS (200 - 1200) from 0.083 min
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Spectrum from 20201014.wiff2 (sample 21) - THC-Aldehyde13, +TOF MS (200 - 1200) from 0.092 min
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Spectrum from 20201014.wiff2 (sample 22) - THC-Aldehyde14, +TOF MS (200 - 1200) from 0.087 min
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Spectrum from 20201014.wiff2 (sample 23) - THC-Aldehyde15, +TOF MS (200 - 1200) from 0.087 min
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Spectrum from 20201014.wiff2 (sample 24) - THC-Aldehyde16, +TOF MS (200 - 1200) from 0.087 min


image38.emf
O O

O

HO

O

OH

O

2

N

Chemical Formula: C

28

H

27

NO

8

Exact Mass: 505.1737




image39.jpeg
6LS—
€99

L99
o9\ —
8L9F —
089
¥89 —_—
989
169
€6°9 —

€10dD 9T'L

THC-aldehydel6. 1. fid

LEL
6€°L
6L
(4%}
48]

96°¢€
wr

96'C
Mmm.u

09T

8T
Mmﬁ

91z
+h0°T
2960

F96°1T

£1 (ppm)






image40.jpeg
79'8T~\.
$8°67
60'Th—
80°9%—
88°SS
00°9§

€10dD vw.ch/
€10dD E.RN
€10AD L¥'LL

THC-aldehydel6. 2. fid

9€°TIT
Wil
8SVIT
¥6°0C1
LTITT
06°€TT
cﬁ.cmﬁ/
mc.Nmﬁ/
8P TEL
6€°9€T~
9T 6ET—
STHrL
0TPrl
61°SYL
0591
€9°9P1
ST8YL

SLL6T—
LS'S0T—

T T T T T T T
190 180 170 160 150 140 130

T
200

f1 (ppm)




image41.emf
459.0 459.5 460.0 460.5 461.0 461.5 462.0 462.5 463.0 463.5 464.0 464.5 465.0 465.5 466.0 466.5 467.0 467.5 468.0 468.5

Mass/Charge, Da

2.0e4

4.0e4

6.0e4

8.0e4

1.0e5

1.2e5

1.4e5

1.6e5

1.8e5

2.0e5

2.2e5

2.4e5

2.6e5

2.8e5

3.0e5

3.2e5

3.4e5

3.6e5

3.8e5

4.0e5

4.2e5

4.4e5

4.6e5

I

n

t

e

n

s

i

t

y

,

 

c

p

s

C

27

H

28

NO

6

462.1904, -1.5 ppm

463.1948, 0.8 ppm

Spectrum from 20201014.wiff2 (sample 25) - THC-Aldehyde17, +TOF MS (200 - 1200) from 0.087 min
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Spectrum from 20201014.wiff2 (sample 26) - THC-Aldehyde18, +TOF MS (200 - 1200) from 0.078 min


