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I. Crystal data and ORTEP drawing of compounds 3¢, 6b and 8f
Crystal data for 3¢: CisH20N20s, H20: 338.35, colorless crystal, monoclinic, P 21/n, a = 12.2878(18)A, b =
7.4046(10)A, ¢ = 19.762(3)A, o= 90.0 °, # = 102.091 (2) °, y = 90.0 °, V = 1758.2(4)A3, Z = 4, T = 296K, Fooo =
720.0, R; =0.0778(2351), wR2 = 0.2531(3996). CCDC 2044495.

Compound 3¢
Crystal data for 6b: C1sH20N20, clorless crystal, M = 296.36,monoclinic, C 2/c, a = 18.7762(7) A, b = 8.0291(2)A,
¢ =23.0370 (8)A, a= 90.0 °, B = 112.850 °, y = 90.0 °, V = 3200.4(2)A3, Z = 8, T = 240K, Fooo = 1264, Ri =
0.0372(2476), wR2 = 0.1067(2806). CCDC 2044497.

Compound 6b

Crystal data for 8f: CisH14CL2N20s, colorless crystal, M =353.19, monoclinic, C 2/c, a = 33.761(16) A, b =
6.7432(19)A, ¢ = 14.595(5) A, 0= 90.0 °, =101.90(3) °, y = 90.0 °, V' =3251(2) A3, Z=8, T= 250K, Fooo = 1456,
R1=0.1106 (3245), wR2 =0.2298(3832). CCDC 2092194.



Compound 8f

I1. Copies of 'THNMR and *CNMR spectra of compounds 3, 4a, 6a-b , 7a, 8 (8') and 9
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Figure 1. 'H-(upper) and '*C-NMR (lower) spectra of compound 3a.
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Figure 2. 'H-(upper) and '*C-NMR (lower) spectra of compound 3b.
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Figure 3. 'H-(upper) and 1*C-NMR (lower) spectra of compound 3c.
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Figure 4. 'H-(upper) and '*C-NMR (lower) spectra of compound 3d.
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Figure 5. 'H-(upper) and '*C-NMR (lower) spectra of compound 3e.
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Figure 6. 'H-(upper) and '"C-NMR (lower) spectra of compound 3f.
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Figure 7. 'H-(upper) and '*C-NMR (lower) spectra of compound 3g.
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Figure 8. '"H-(upper) and *C-NMR (lower) spectra of compound 3i.
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Figure 9. "H-(upper),)C-NMR (middle) and HMBC (lower) spectra of 3j.
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Figure 10. 'H-(upper) and '>*C-NMR (lower) spectra of compound 3k.
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Figure 11. 'H-(upper) and '*C-NMR (lower) spectra of compound 3ab.
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Figure 14. 'H-(upper) and '*C-NMR (lower) spectra of compound 3ae.
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Figure 19.

"H-(upper) and *C-NMR (lower) spectra of compound 3le.
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Figure 22. 'H-(upper) and '>*C-NMR (lower) spectra of compound 6b.
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Figure 23. 'H-(upper) and '*C-NMR (lower) spectra of compound 8a.
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Figure 24. 'H-(upper) and '>*C-NMR (lower) spectra of compound 8b.
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Figure 27. '"H-(upper) and '*C-NMR (lower) spectra of compound 8f.
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Figure 28. "H-(upper) and '3C-NMR (lower) spectra of compound 8ab.
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Figure 29. '"H-(upper) and '*C-NMR (lower) spectra of compound 8'.

1000

50000

45000

~40000

~35000

23000

20000

15000

10000

0




han-20210104-2, 1. £id

8

0.00
-0.00

<

~40000

~35000

-30000

25000

~20000

~15000

-10000

hap-20210104-2-c. 1. fid

168.90

—136.73

—119.75

£1 (ppm)

76,69

2 |z

=3
e
o

—17.40

0.00

T T T
210 200 190

T
180

T
150

T
140

T
130

T
120

T
110

T
100
f1 (ppm)

90

50

T

40

T

30

T
-10

Figure 30. 'H-(upper) and '>*C-NMR (lower) spectra of compound 9a.
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Figure 31. '"H-(upper) and '*C-NMR (lower) spectra of compound 9b.



