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Data 1. "TH-NMR spectra of compound S3

Figure S1. Compound S3
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Data 2. 3C-NMR spectra of compound S3

0 -10

10

60 0 9 X

70

200 190 180 170 160 150 140 130 120 110 10 N 0
1 (ppm)

210



Data 3. HRMS spectra of compound S3
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Data 4. "H-NMR spectra of compound S4

Figure S2. Compound S4
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Figure S3. Compound S5

Data 6. "H-NMR spectra of compound S5
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Data 7. 3C-NMR spectra of compound S5
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Data 8. HRMS spectra of compound S5

File Edit View Process Help

8 sje@| 8 M 0| X|
Single Mass Analysis -
Tolerance =50 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

42 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used: -
Mass | Calc.Mass | mDa | PPM | DBE | Formula [irm [immom) [ ¢ [H [ NJOTaTm]
41853 641853 00 0D 145 CBSHINSO2 I 240 00 s 2 s 2 1

AKD_S5_T_159 244 (3.495)

1.TOF WS £+
13704005

o 4841853

» 1838

4571870 9273493
o 1520488 227.9946.2472075 2881251 2462763 4635368f 4s 1871 5271927 091038 THTI 914407 3094512871 44 foar3s10
L Y Y LA § T PYTTT T T T T T T T T T T T L RAAAS BARLE RARSY | T T T T T T Y T T T T \ Mz
100 | 150 | 200 | 25 | 300 35 | 400 450 500 S50 600 . 650 700 750 800 850 900 950 1000

For Help, pess 1 1




Data 9. "H-NMR spectra of compound S7

Figure S4. Compound S7
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Data 11. HRMS spectra of compound S7
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Data 12. "TH-NMR spectra of compound S9

Figure S5. Compound S9
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Data 13. 3C-NMR spectra of compound S9
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Data 14. HRMS spectra of compound S9
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Data 15. "TH-NMR spectra of compound S10

Figure S6. Compound S10
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Data 17. HRMS spectra of compound S10
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Figure S7. Compound S15

Data 18. "TH-NMR spectra of compound S15
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Data 19. ¥*C-NMR spectra of compound S15
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Data 20. HRMS spectra of compound S15
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Figure S8. Compound S16

Data 21. "TH-NMR spectra of compound S16
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Data 22. 3*C-NMR spectra of compound S16
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Data 23. HRMS spectra of compound S16
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Data 24. "TH-NMR spectra of compound S17

Figure S9. Compound S17
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Data 26. HRMS spectra of compound S17
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Figure S10. Compound S18

Data 27. "TH-NMR spectra of compound S18
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Data 28. 13*C-NMR spectra of compound S18
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Data 29. HRMS spectra of compound S18
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Data 30. 'H-NMR spectra of compound S19

Figure S11. Compound S19
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Data 31. ¥*C-NMR spectra of compound S19
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Data 32. HRMS spectra of compound S19
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Data 33. 'H-NMR spectra of compound S20
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Figure S12. Compound S20
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Data 34. 13C-NMR spectra of compound S20
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Data 35. HRMS spectra of compound S20
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Data 36. '"H-NMR spectra of compound S21

Figure S13. Compound S21
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Data 38. HRMS spectra of compound S21
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Figure S14. Compound S22

Data 39. '"H-NMR spectra of compound S22
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Data 40. 3C-NMR spectra of compound S22
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Data 41. HRMS spectra of compound S22
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Data 42. "TH-NMR spectra of compound S23

Figure S15. Compound S23
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Data 43. 13C-NMR spectra of compound S23

e ——
Pres
53
1655
7095
0D £,
s
DD 52 L
L2706, e
£5'06 — =i E—
5906 oR
e
geEnT— — ]
56521
00 9T
w | [y — (-
e B =8 q1<8
eI e =
| — = -
= = of "=
il X e =
o = =
on =5 — B
w0
o -
e ]
@\N ME 1] T -
kel IR Beot=d il | g™ —
T B Dm]||ey -
Gl
F3
g
=8
wn ]
<0
=
z =
m
o T
I
ol =
- o
o

Freen

ﬁhﬁ 0

0

f1 {ppm)




Data 44. HRMS spectra of compound S23
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Data 45. '"H-NMR spectra of compound S24

Figure S16. Compound S24

L it | 20°56
[ee =507 FE
S£50T
ZEPTT
#'5TT - 3 Twi o
=

—
I

-nn'z

0TI
96521 -
20921
ez
9zl
ozt
szgz - \m
0821 rarn
o'zl - - Lo
21z — == =810 |

8
P50ET = —3% S0
sr0r w_ﬂ |

]

6
fL {porn)

)

ia
T

7

Segn [0
Larn

6L 0ET
o

AT - -——f oo [T
Nﬁ.ozu___ﬁ -
BT
BLFET — L2
mm.mzﬁ o
mm.mz

02851 _
mqmmﬁw - F m
9£'51 ==
25651 f—
0829t
20€9T
£9E9T
96€9T
0z'99t B m
#1rgard

LEHET—

10

-0t

OCHs

HsCO,
CH
N
]
T
10

Lpled

13C_Deco
0
?—N HH
N—N
T
200

o
[n]

Data 46. 3C-NMR spectra of compound S24
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Data 47. HRMS spectra of compound S24
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